LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG032017.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 5.143 344 350 359 rBV 235425 359424 3.34% 0.653%
2 5.619 424 431 449 rBVY 2461224 3904469 36.32% 7 .090%
3 7.211 693 702 714 rBVY 2239846 3875152 36.05% 7.037%
4 7.582 757 765 772 rBVY 2456153 4281164 39.83% 7.774%
5 8.046 837 844 851 rVB 433798 732107 6.81% 1.329%
6 8.369 889 899 911 rVB 1990002 3454812 32.14% 6.274%
7 9.203 1032 1041 1051 rBV 1392067 2457921 22.87% 4_.463%
8 10.842 1311 1320 1332 rBV 588990 1076918 10.02% 1.956%
9 13.275 1727 1734 1746 rBV 4155258 6830022 63.54% 12.403%
10 14.097 1867 1874 1885 rBvV 807599 1222164 11.37% 2.219%

11 14.650 1961 1968 1979 rBV2 946918 1495837 13.92% 2.716%
12 16.130 2212 2220 2239 rBV 3318393 5115557 47.59% 9.290%
13 17.382 2426 2433 2445 rBV 1256994 1945967 18.10% 3.534%
14 18.040 2540 2545 2550 rVB 88024 112624 1.05% 0.205%
15 18.257 2577 2582 2590 rBV 415729 620664 5.77% 1.127%

16 18.328 2591 2594 2599 rVB 77925 109744 1.02% 0.199%
17 19.115 2723 2728 2737 rBV3 142188 279730 2.60% 0.508%
18 19.520 2793 2797 2805 rBV2 163981 257263 2.39% 0.467%
19 19.979 2869 2875 2885 rBV 8032277 10748853 100.00% 19.519%
20 21.271 3090 3095 3104 rBV 243158 473708 4.41% 0.860%

21 21.506 3131 3135 3140 rVB 99957 136845 1.27% 0.249%
22 21.624 3149 3155 3169 rBV 1630611 2638862 24.55% 4.792%
23 22.464 3293 3298 3309 rVB6 53113 120415 1.12% 0.219%
24 22.776 3346 3351 3357 rVB2 100787 168753 1.57% 0.306%
25 24.803 3686 3696 3711 rVB2 948755 2649128 24.65% 4.811%

Sum of corrected areas: 55068103
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On - 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG026423.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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.

5.14 9.82 ng 359424 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 43
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 40
4 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 39
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 33

Abundance Scan 349 (5.137 min): BG026423.D (-344) (-) m/z 43.05 100.00%
43 59
5000
101
6 | & o1 4.80 500 520 540
'W”“P“W“”w”W“hP”W”“PhW“JP”W””P”W”“P”W“”P”' m/z 59.10 83.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL RS S B
59 480 500 520 540
m/z 101.10 31.22%
"v"'|'“‘?}'“W“"'v"'|'“'|"“lg?'WQ?'%?%"l'“'l"“l""l“"l'“'|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
4.80 500 520 540
5000 m/z 58.10 21.34%
a4
102
15 51 3 g7
Wﬁmmwwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31407: Propane, 1,1-dipropoxy- R R e N
4 59 4.80 500 5.20 5.40
m/z 41.10 7.80%
5000 s 101
89 131
”I'”'I”"P"W"”I'”'I”"P??W"”I'”'I”"P"W"“I'”'I”"P'%ﬁg'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\HPCHEM1I\BNA G\Data\BG032517\
BG026423.D

24 Mar 2017 20:29

SJ/MA

12378-02

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.58 Concentration Rank 1

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

7.58 116.96 ng 4281160 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 765 (7.582 min): BG026423.D (-757) (-) m/z 132.05 100.00%
32
5000
68
0 5 b ® e o |k 70 ko 7ED 8ho
B m/z 134.10 34 .59%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I UL L
7.20 7.40 7.60 7.80 8.00
m/z 68.05 34 .04%
31
""I'w'l'l'jg"'l"”l"" I SN DALY S
m/z--> 40 80 100 120 140 160 180 200
Abundance
132
RS S SRS R
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 22.10%
41 97
53
79 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl LB LS i s e )
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 96.10 13.33%
5000 og 116
o ,...‘n,u‘..JM - .MM -Mu M 158 ..,.1??., o SN & SN
m/z--> 40 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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.
18.26 6.38 ng 620664 Phenanthrene-d10 17.38
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2582 (18.257 min): BG026423.D (-2577) (-) m/z 73.10 100.00%
43
5000 129
o7 213
1‘L|37 llTS ‘ 03 92?6 - 256 1800 18,20 18.40 18.60
D T T e = m/z 60.10 81.96%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 RN AR AR AR AR
83 18.00 18.20 18.40 18.60
0
H o 157 g5 213 256 m/z 57.10 61.93%
— "‘l | |““‘|::.‘h|“ M:“l | ‘ ‘ ‘ | ‘ : ‘:23|9 ———
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 '18.00 18.20 18.40 18.60
5000 129 m/z 43.10 59.39%
171
97 214
26 152 197
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #131261: Octadecanoic acid
3, 78 18.00 18.20 18.40 18.60
m/z 55.10 57.57%
5000 129
97
} 185 241 o84
—T ‘-Ilui” -M-“- . 15-7-‘ T ‘|29-7-‘- -‘ —T -‘- T T T L B e B e ]
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.12 2.87 ng 279730 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 2729 (19.121 min): BG026423.D (-2723) (-) m/z 55.10 100.00%

5000

18.80 19.00 19.20 19.40
m/z 83.10 94.43%

34 140 168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43

227

83

18:80 19.00 19.20 19.40
m/z 69.10 83.32%

5000

139,55 182 210
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
41 57
83 e e
18.80 19.00 19.20 19.40
5000 m/z 57.10 76.74%
111
25 139 167 196 224 252 280
mmmwwmmwﬁm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene e
43 18.80 19.00 19.20 19.40
m/z 97.10 75.65%
5000 83
111
‘ | , 140 168 196 224 243 266 204 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032517\
Data File : BG026423.D

Aca On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 6 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.27 3.59 ng 473708 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3095 (21.271 min): BG026423.D (-3090) (-) m/z 57.20 100.00%
57
5000 111 L\“NMﬂNw~A¢,~wj\\ywwﬁj\kw,\\rA
UL PN BRI B BN
3 139 182 256 21.00 21.20 21.40 21.60
LS 17,007,209 e 1 ST n/z 83.15  94.54%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57 83
5000
11 21.00 21.20 21.40 21.60
m/z 55.10 76 .19%
L \‘, A 67 19 2 266 294 saaay
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
2100 21.20 21.40 21.60
5000 11 m/z 97.10 72.81%
29
139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane T T TR
55 21.00 21.20 21.40 21.60
83 m/z 69.10 67 .15%
5000
29 111
LA L] L se  ae 20
mz-> 50 100 150 200 250 300 350 2100 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG032517\
Data File : BG026423.D

Acq On : 24 Mar 2017 20:29

Operator : SJ/MA

Sample : 12378-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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... 5.14 9.8 ng 359424 1 8.04 732107 20.0
unknown7 .58 7.58 117.0 ng 4281160 1 8.04 732107 20.0
n-Hexadecanoic acid 18.26 6.4 ng 620664 4 17.38 1945970 20.0
Trichloroacetic a... 19.12 2.9 ng 279730 4 17.38 1945970 20.0
1-Heneicosyl formate 21.27 3.6 ng 473708 5 21.62 2638860 20.0
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