LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038651.D

Aca On : 16 Dec 2018 22:06 Instrument :
Operator : JU/SJ BNA_G

Sample - J6424-01 ClientSampleld :
Misc - EB12 1.5-2.5
ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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 3.182 12 16 26 rvB2 69614 104519 6.92% 1.214%
2 5.139 345 349 358 rVB2 23796 39913 2.64% 0.464%
3 5.609 423 429 438 rVB 384314 633011 41.91% 7 .355%
4 7.213 693 702 714 rBV 419674 796284 52.72% 9.253%
5 7.589 759 766 776 rBV 387430 688552 45_.59% 8.001%
6 8.059 840 846 857 rBV2 76143 132985 8.80% 1.545%
7 8.382 893 901 910 rVB 315244 574672 38.05% 6.678%
8 9.240 1038 1047 1057 rBV 271753 522329 34.58% 6.069%
9 10.879 1319 1326 1333 rBV 96571 181260 12.00% 2.106%
10 13.317 1733 1741 1751 rBvV 703260 1128774 74.73% 13.116%
11 14.140 1876 1881 1890 rBvV 51462 76863 5.09% 0.893%

12 14.698 1969 1976 1985 rVB2 159745 266912 17.67% 3.101%
13 16.185 2222 2229 2242 rBV 449643 715060 47 .34% 8.309%
14 17.442 2436 2443 2452 rBV 212434 328483 21.75% 3.817%

15 18.306 2585 2590 2596 rBV 37684 58465 3.87% 0.679%
16 19.569 2801 2805 2810 rBv4 11201 16564 1.10% 0.192%
17 20.045 2880 2886 2892 rBV 1136042 1510459 100.00% 17.551%
18 21.320 3098 3103 3115 rBV 50363 99597 6.59% 1.157%

19 21.719 3164 3171 3180 rBvV2 208398 357939 23.70% 4_.159%
20 25.021 3721 3733 3745 rVB 117299 346665 22.95% 4.028%
21 30.715 4691 4702 4703 rBV9 11085 26732 1.77% 0.311%

Sum of corrected areas: 8606038
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

- Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
- BG038651.D

: 16 Dec 2018 22:06

: Ju/sd

- J6424-01

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1000000

800000

600000

400000

200000

TIC: BG038651.D

5.61 721 4 59

8.38
9.24

B.18 8.06

514

10.88

0
Time-->

3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

1000000

800000

600000

400000

200000

TIC: BG038651.D

13.32

16.18

17.44
14.70

14.14 18.31 19

.57

2004

21.32

21.72

0
Time--> 13.00 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

1000000

800000

600000

400000

200000

TIC: BG038651.D

25.02

30.71

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
Data File : BG038651.D

Aca On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample : J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 15.72 ng 104519 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 16 (3.182 min): BG038651.D (-12) (-) m/z 72.95 100.00%
3
43
5000
55 87
37| 49 3.20 3.30 3.40 3.50 3.60
N It 1 m/z 43.00 54._81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 NS IR USRS U AR
43 O 3.20 3.30 3.40 3.50 3.60
87 m/z 55.00 36.19%
iz s Lol | e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
7B
3,20 3.30 3.40 350 3.60
5000 - m/z 87.00 29.71%
43
27
S RN A7 I A - S S & - T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4—Trimethy|—3—pentano| L L L L I L IR R
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.00 14.92%
41 55 87
5000
15 M‘ _enl| o7
m/z--> 10 20 30 ' 50 6|O 7'0 80 90 100 110 120 3.20 3.30 3.40 3.50 3.60

8270-BG121218.M Mon Dec 17 16:50:07 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
Data File : BG038651.D

Aca On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample : J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 6.00 ng 39913 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Pentanol 88 C5H120 000584-02-1 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 9

Abundance Scan 349 (5.139 min): BG038651.D (-345) (-) m/z 43.00 100.00%
43
59
5000
101 BN RS RS R
480 5.00 5.20 5.40
e S S8 | sz 59.00  56.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN L RN R LR
59 480 500 520 540
m/z 101.00 16.39%
15 31 101
25 7] 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59
4.80 500 520 540
5000 41 m/z 58.00 15.05%
31
| LT
T "|'}§'|' 'ﬂll""“l""lé?uki' IRRERERRE ""I"'g?l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2097: 3-Pentanol
59 480 5.00 5.20 5.40
m/z 41.00 11.43%
5000 31
41
15 | | B3, 70 87 I
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
Data File : BG038651.D

Aca On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample : J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 103.55 ng 688552 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 766 (7.589 min): BG038651.D (-759) (-) m/z 131.90 100.00%
5000 68
w0 54 |75 %o 720 7.40 7.60 7.80 8.00
! m/z 68.00 40.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o1 P e
7.20 7.40 7.60 7.80 8.00
a1 70 m/z 133.90 34 .04%
4451 60 | 77 gg 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.00 32.10%
104
51 66 77
14 27 37 44 95158 | L. 89 97 || 115

I LA B B R L e R R A ARAARA RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R  EE Eamaa
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 18.40%

5000
69

‘ 89 103
MH Ll ‘ | | 11 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
Data File : BG038651.D

Aca On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample : J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.56 ng 58465 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 2591 (18.312 min): BG038651.D (-2585) (-) m/z 60.00 100.00%
43 60 73
5000 129
| | M 18.00 18.20 18.40 18.60
e m/z 43.00 90.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 73
5000
18.00 18.20 18.40 18.60
29 m/z 57.00 90.09%
15 || |
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 6078
18.00 18.20 18.40 18.60
5000 129 m/z 73.00 86.64%
29
15 L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78 18.00 18.20 18.40 18.60
m/z 55.00 78.61%
5000 129
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121618\
Data File : BG038651.D

Aca On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample : J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.57 ng 99597 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3103 (21.320 min): BG038651.D (-3098) (-) m/z 57.00 100.00%
g7
83
5000 4
111
21.00 21.20 21.40 21.60
147
209 m/z 43.00 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000
21.00 21.20 21.40 21.60
29 m/z 55.00 81.83%
139
I 154 182 210 238 266 294
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1
55 83
21.00 21.20 21.40 21.60
5000 m/z 83.00 57.01%
29
Il 139154 182 210 238
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55 21.00 21.20 21.40 21.60
m/z 97.00 56.16%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121618\
Data File : BG038651.D

Acq On : 16 Dec 2018 22:06

Operator : JU/SJ

Sample - J6424-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.18 15.7 ng 104519 1 8.06 132985 20.0
2-Pentanone, 4-hy... 5.14 6.0 ng 39913 1 8.06 132985 20.0
unknown7 .59 7.59 103.6 ng 688552 1 8.06 132985 20.0
Pentadecanoic acid 18.31 3.6 ng 58465 4 17.44 328483 20.0
1-Heneicosanol 21.32 5.6 ng 99597 5 21.72 357939 20.0
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