LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample : J2097-04

Misc :

ALS Vial : 13 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
1 3.482 26 33 44 rBV2 169409 371367 8.74% 1.868%
2 3.576 44 49 60 rvB 126108 205083 4.82% 1.032%
3 5.779 418 424 430 rBV 30821 52346 1.23% 0.263%
4 6.302 505 513 530 rBV 385576 748435 17.61% 3.765%
5 7.988 793 800 823 rBV 218498 522227 12.29% 2.627%

8.382 858 867 885 rBvV 747938 1509605 35.52% 7.595%
8.864 941 949 959 rBv2 129042 265445 6.25% 1.335%
9.199 999 1006 1021 rBV 696298 1371148 32.26% 6.898%
568426 1214755 28.58% 6.111%
11.749 1432 1440 1455 rBV 196073 406124 9.55% 2.043%
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11 14.111 1835 1842 1862 rBV 1809283 3096220 72.84% 15.577%
12 15.486 2067 2076 2088 rBV2 366972 644476 15.16% 3.242%
13 16.960 2319 2327 2347 rBV 1429093 2425420 57.06% 12.202%
14 17.101 2347 2351 2359 rVB3 24422 46634 1.10% 0.235%
15 18.212 2533 2540 2553 rBV2 463701 787495 18.53% 3.962%

16 19.011 2672 2676 2686 rBv4 46516 87107 2.05% 0.438%
17 20.251 2882 2887 2894 rBV7 34294 68009 1.60% 0.342%
18 20.738 2963 2970 2982 rBV 3052409 4250443 100.00% 21.384%
19 22.072 3193 3197 3203 rBV5 50329 90131 2.12% 0.453%

20 22.560 3273 3280 3288 rBV2 454507 853379 20.08% 4._.293%

21 26.326 3912 3921 3935 rVB 272093 861257 20.26% 4 _.333%

Sum of corrected areas: 19877106
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033398.D

Aca On - 28 Mar 2018 22:44

Operator : SJ/JU

Sample : J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method

Z:\HPCHEMI\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
3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BG033398.D

8.38 9.20

10.07
6.30

7.99 11.75

8.86

5.78

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG033398.D
2074

14.11

16.96

22.56

18.21
.L7.10 19.01 2025 || 22.07 A

15.49

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033398.D

26.33

0

Time--> 23.00 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\BG032818\
Data File : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample = J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15.45 ng 205083 1,4-Dichlorobenzene-d4 8.86
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 40
3 d-Arabinal 116 C5H803 000496-61-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 50 (3.582 min): BG033398.D (-44) (-) m/z 73.00 100.00%
7B
5000
43

367 3.40 3.60 3.80 4.00
o T ) m/z 43.00 35.23%

1 T 1 T T
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 MmNt e o
340 3.60 3.80 4.00

43
‘ m/z 87.00 26.72%
0 J‘H‘ | ‘
I B e e e o e B e e T e e e e o
m/z--> 50 100 150 200 250 300 350
Abundance
73
N e e B N
340 360 380 4.00
5000 55 m/z 55.00 25.39%
29
97115
T e e e o e M e E
m/z--> 50 100 150 200 250 300 350
Abundance #8022: d-Arabinal T
73 340 360 380 4.00

m/z 41.05 10.83%

5000
43
116
o ‘Ii \IA‘{ILI 98 |

T | [T
m/z--> 50 100 150 200 250 300 350 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample = J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.78 3.94 ng 52346 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 27
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 424 (5.779 min): BG033398.D (-418) (-) m/z 42.95 100.00%
a3
59
5000
101
540 560 5.80 6.00 6.20
51
o...,....,....,....-,'!-.-..,-..-.'I,....,7.?..,5.‘?..,...:,|:...,....,... m/z 59.00 68.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LRSS LR R
540 560 5.80 6.00 6.20
m/z 58.00 22.12%
15 3 101
o 25 7 37, 53 ‘ 83
miz--> S N AR SR SR S S P
Abundance
59
540 560 5.80 6.00 6.20
5000 a1 101 m/z 101.00 20.10%
29
0 "'I'%?'I""I""I""I""I""I??"I"é?l""I""I'}}7I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl- e
59 540 560 5.80 6.00 6.20
m/z 41.10 8.86%
5000 41
31
69 87
dos |l 3
m/z--> 10 20 30 4'0 50 6|0 7'0 80 90 100 110 120 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample = J2097-04

Misc :

ALS Vial : 13 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 4 unknown8.38 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.38 113.74 ng 1509610 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanamine. 1l-phenvl- 133 C9H11N 1000351-26-2 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 867 (8.382 min): BG033398.D (-858) (-) m/z 132.00 100.00%
132
5000 68 E
5 %1m 8.00 820 8.40 8.60 8.80
o.”.“.thfﬁ!!eo J“Jn,”?ﬂ.”.“u”,”.w.”.,h”,” m/z 68.00  49.49%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132
104
5000

8.00 8.20 8.40 8.60 8.80

7
51 m/z 66.00 35.09%
39 o5 ‘ oL 115
0....,??..‘i‘:...ll‘l??,.‘l‘..,.:‘H‘,....,‘....,..‘..,..‘.‘.,...., I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
A
8.00 820 840 8.60 8.80
5000 m/z 134.00 33.15%
33 44 - 97 105
51 60 8 g6 115

MRS RPN VSNSRI A T, ISR | NS

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R SRR R
132 800 820 840 860 880
69 m/z 69.00 21.28%

104
5000
78
31
38 44

o N il | P ) | S | ﬁ+n.,”....”,.”.“.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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 : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample = J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.21 ng 87107 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Undecanoic acid 186 C11H2202 000112-37-8 35
Abundance Scan 2676 (19.011 min): BG033398.D (-2672) (-) m/z 43.00 100.00%
5000
18.60 18.80 19.00 19.20 19.40
(o} m/z 73.00 88.84%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43
5000 256 AR AR AR B
m 18.60 18.80 19.00 19.20 19.40
157 213 m/z 60.00 62.48%
185
0 I“I ‘: M u H H‘M hH ‘H‘\ mn I\ | ! I‘Iml |“ . ?3?" ‘: — T T
m/z--> 15 200 250 300 350
Abundance
73
43 155 18.60 18.80 19.00 19.20 19.40
5000 129 m/z 57.10 51.74%
98
0 217 279 330 387
UL S UL LY UL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #39472: n-Decanoic acid I REREEEEESE LR
60 18.60 18.80 19.00 19.20 19.40
a1 m/z 55.00 50.60%
5000 129
‘ 87 172
NI O I L st S At
m/z--> 50 100 150 200 250 300 350 18. 60 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033398.D

Aca On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample = J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.11 ng 90131 Chrysene-di12 22 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 86
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
3 1-Heptadecene 238 C17H34 006765-39-5 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 64
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 58
Abundance Scan 3197 (22.072 min): BG033398.D (-3193) (-) m/z 55.05 100.00%
55 83
5000 111
139 168 202223945265 295 305 SO0 21.80 22.00 22.20 22.40
0 m/z 43.00 96.07%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LI BN UM UL B
125 21.80 22.00 22.20 22.40
m/z 83.00 90.09%
oL o iz ‘\‘h | 19° 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 21.80 22.00 22.20 22.40
5000 m/z 97.10 86.91%
111
0 62 139 167 194 204 254
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
21.80 22.00 22.20 22.40
m/z 69.00 82 .56%
5000
29 111
ol | ‘ { h140”168 210 238
m/z--> 150 200 250 300 350 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033398.D

Acq On : 28 Mar 2018 22:44

Operator : SJ/JU

Sample - J2097-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.58 15.4 ng 205083 1 8.86 265445 20.0
2-Pentanone, 4-hy... 5.78 3.9 ng 52346 1 8.86 265445 20.0
unknown8 .38 8.38 113.7 ng 1509610 1 8.86 265445 20.0
n-Hexadecanoic acid 19.01 2.2 ng 87107 4 18.21 787495 20.0
1-Heptacosanol 22 .07 2.1 ng 90131 5 22.56 853379 20.0
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