LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 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-BG031918.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

3.481 27 33 44 rBV2 147954 319234 8.56% 1.835%
3.575 44 49 61 rvB 104641 176184 4.73% 1.013%
rBv 292948 579596 15.55% 3.332%
7.988 793 800 821 rBV 163589 401382 10.77% 2.308%
8.381 857 867 889 rBvV 601333 1231187 33.03% 7.078%
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8.863 942 949 961 rBV 127375 270671 7.26% 1.556%
9.204 996 1007 1021 rBV 561563 1130046 30.32% 6.497%
10.068 1146 1154 1166 rBV 444651 965934 25.91% 5.553%
11.748 1433 1440 1452 rBV 197733 403072 10.81% 2.317%
14.110 1835 1842 1855 rBV 1466713 2547400 68.34% 14.645%

=
QO ~NO®

11 15.485 2069 2076 2089 rBV2 360968 624435 16.75% 3.590%
12 16.960 2320 2327 2340 rBV 1200281 2069961 55.53% 11.900%
13 18.211 2534 2540 2548 rBV 455131 783251 21.01% 4 _.503%
14 19.016 2672 2677 2683 rBV3 76556 131643 3.53% 0.757%
15 20.244 2882 2886 2894 rBV9 32425 67556 1.81% 0.388%

16 20.732 2963 2969 2977 rBV 2642945 3727378 100.00% 21.429%
17 22.071 3192 3197 3202 rBV2 67138 117840 3.16% 0.677%
18 22.559 3274 3280 3292 rVB2 472901 890582 23.89% 5.120%
19 24.433 3594 3599 3606 rVB3 46981 98045 2.63% 0.564%
20 26.331 3911 3922 3935 rVB2 266500 858640 23.04% 4._.936%

Sum of corrected areas: 17394037
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On - 28 Mar 2018 23:21

Operator : SJ/JU

Sample : J2097-05

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033399.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.58 13.02 ng 176184 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 50 (3.581 min): BG033399.D (-44) (-) m/z 73.00 100.00%
8B
5000
43
R S S
340 3.60 3.80 4.00
orﬁwjlz”[,.”.,..”,..”,??%.“...“...,”..,”..?V. m/z 43.00 35.31%
0 50

m/z--> 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 e e R
340 3.60 3.80 4.00

43 m/z 55.00  26.28%
| ‘L‘\

L
B o o e T o o o L o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73

340 3.60 3.80 4.00

o

5000 a1 m/z 87.10 24 _79%
112
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl- T e
0 340 3.60 3.80 4.00

m/z 71.00 10.95%

5000 87
| 59{
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TAr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 3 unknown8.38 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.38 90.97 ng 1231190 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 867 (8.381 min): BG033399.D (-857) (-) m/z 132.00 100.00%
132
5000 68 /\
96 B SRAS RAAAE RN RS
40 I 162 356 8m wosmsmosm
0 b e e m/z 68.00 49 .39%

m/z--> 50 100 150 200 250 300 350
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132

5000 T e
8.00 8.20 8.40 8.60 8.80

m/z 134.00 32 .55%

69
39 ‘
89
ob— .hmwMNJ.M M‘ﬁp7 —— 77—
m/z--> 50 100 150 200 250 300 350
Abundance
132

S
9 800 820 840 860 8.80
5000 m/z 66.00 32.51%
31 51
by b e ————
miz--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methy!- AT e

132 800 820 840 860 880
m/z 69.00 22 .26%

5000
63 104
ol15.3%9 ) 867
7

m/z--> 50 100 150 200 250 300 350 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.02 3.36 ng 131643 Phenanthrene-d10 18.21
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 2678 (19.022 min): BG033399.D (-2672) (-) m/z 41.00 100.00%
5000
" 18/80 19.00 19.20 19.40
(o} m/z 73.00 98.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60
5000 129 LI UL BN SULILN B
83 18.80 19.00 19.20 19.40
H 157 1g5 213 256 m/z 43.00 82.62%
ol—— "“I““ hl“.”““.‘boﬁw“l I\ : ‘. .‘ .‘. ‘I .‘ - ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 " 18/80 19.00 19.20 19.40
5000 129 m/z 55.00 75.86%
171
97 214
A U L WL WL LA UL WAL
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid R Ramms L
78 18.80 19.00 19.20 19.40
43 m/z 57.00 72.49%
5000 129
185
97 228
oL15 157
m/z--> 50 100 150 200 250 300 350 400 18%0 1500 1950 1920
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22 .07 2.65 ng 117840 Chrysene-di12 22 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 90
4 Cvclopentadecane 210 C15H30 000295-48-7 83
5 1-Tridecene 182 C13H26 002437-56-1 83

Abundance Scan 3197 (22.071 min): BG033399.D (-3192) (-) m/z 55.00 100.00%

55

83

5000
193 s e g0 7700 520 220
0! m/z 57.05 83.57%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L e B
21. 80 22. 00 22. 20 22. 40
m/z 69.00 76.37%
29 139
0 \“ \‘\ il \H\ “‘\ 1 Y 167 196 238 266 294
et e
m/z--> 50 100 150 200 250 300
Abundance
55 83
R R L N R RRE
21.80 22.00 22.20 22.40
5000 11 m/z 43.00 69.20%
29 139
0 167 196 224 252 280 308
A e e e e N B T m e e e e L
m/z--> 50 100 150 200 250 300
Abundance #105686: 13-Tetradecen-1-ol acetate A EEEEEEEE L
43 21.80 22.00 22.20 22.40
83 m/z 83.00 69.00%
5000
111
o | M A \Llﬁg 167 194211 237254
e T B e e e S S N R N RS S R e
m/z--> 50 O 200 250 300 21.80 22.00 22.20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033399.D

Aca On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample = J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2443  2.20ng 98045  Chrysene-d12 22.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 83

007683-64-9 83
036237-69-1 72
062951-96-6 72
004176-79-8 72

2 Supraene 410 C30H50
3 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24
5 2,6,10-Dodecatrienoic acid, 3,7,... 250 C16H2602

Abundance Scan 3598 (24.427 min): BG033399.D (-3594) (-) m/z 69.00 100.00%
69
5000
41 95 191 149
191 31953 281 305 356 24.20 24.40 24.60 24.80
0= --I|"|-'| '1'%%%%%‘#% m/z 81.00 51.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
sooo{ 4
24.20 24.40 24.60 24.80
m/z 68.05 20.47%
9% 137
0 CL by 761 191 217 273299 341367 410
A a2 o e e e e A B S R L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.20 24.40 24.60 24.80
5000 m/z 41.00 19.32%
41
95 137
0 116 163 191 217 245 273 299 341 367 410
e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #114215: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, m... e ARA e R
69 24.20 24.40 24.60 24.80
m/z 94.95 14 .30%
5000 a1 121
9% 153 264
WESTE I %{M\LM.LJL‘N.‘}§Q ,.2?% e —
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033399.D

Acq On : 28 Mar 2018 23:21

Operator : SJ/JU

Sample - J2097-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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]
Butane, 2-methoxy... 3.58 13.0 ng 176184 1 8.87 270671 20.0
unknown8 .38 8.38 91.0 ng 1231190 1 8.87 270671 20.0
n-Hexadecanoic acid 19.02 3.4 ng 131643 4 18.21 783251 20.0
1-Heneicosanol 22.07 2.6 ng 117840 5 22.56 890582 20.0
Squalene 24 .43 2.2 ng 98045 5 22.56 890582 20.0
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