LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\
Data File : BG036438.D
Aca On : 27 Aug 2018 19:19 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 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-BG082318 .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 5.168 314 320 327 rBV 46079 70647 1.61% 0.309%
2 5.633 392 399 409 rBY 1111056 1733695 39.60% 7.575%
3 7.219 661 669 683 rBY 1139047 1951181 44.57% 8.526%
4 7.595 725 733 741 rBVY 1033589 1778484 40.62% 7.771%
5 8.065 806 813 821 rBV 202681 336269 7.68% 1.469%

8.388 860 868 876 rBvV 762623 1315273 30.04% 5.747%
9.222 1001 1010 1020 rBV 625586 1121731 25.62% 4.901%
261299 487061 11.12% 2.128%
13.318 1699 1707 1716 rBV 1693033 2676068 61.12% 11.693%
14.134 1839 1846 1853 rBVY 149906 214708 4_90% 0.938%
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11 14.687 1931 1940 1952 rVB2 428155 706565 16.14% 3.087%
12 16.173 2186 2193 2206 rBV 1464249 2207608 50.42% 9.646%
13 17.430 2400 2407 2416 rBV 632381 925348 21.14% 4.043%
14 18.318 2553 2558 2566 rBV 71086 109447 2.50% 0.478%
15 20.039 2845 2851 2861 rBV 3361929 4378149 100.00% 19.130%

16 21.349 3069 3074 3094 rBV2 195985 440609 10.06% 1.925%
17 21.696 3126 3133 3140 rBV 673054 1108630 25.32% 4.844%

18 21.913 3164 3170 3175 rBvV3 31080 49622 1.13% 0.217%

19 22.525 3269 3274 3279 rBVvV4 31568 66726 1.52% 0.292%

20 24.035 3526 3531 3537 rVB3 29298 56086 1.28% 0.245%

21 24.910 3669 3680 3690 rBV2 384628 1092842 24.96% 4_.775%

22 26.138 3883 3889 3897 rvB4 20806 59167 1.35% 0.259%
Sum of corrected areas: 22885916
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036438.D

Aca On : 27 Aug 2018 19:19

Operator : JU/SJ

ﬁ?ggle i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG036438.D

3000000
2500000
2000000

1500000

5.63 7.22

7.59
1000000
8.39

9.22

|

9.00 9.50 10.

500000
8. 06 10. 87
5.17

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG036438.D
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8270-BG082318.M Tue Aug 28 12:29:05 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036438.D

Aca On : 27 Aug 2018 19:19

Operator : JU/SJ

ﬁ?ggle i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 4.20 ng 70647 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 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Ethvilpentvl acetate 158 C9H1802 005921-83-5 9
5 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 9

Abundance Scan 320 (5.168 min): BG036438.D (-314) (-) m/z 43.10 100.00%
43.1
5000 59.1
101.1 IR0 E N0 B BN & R
480 5.00 5.20 5.40 5.60
ol 831 133.2 m/z 59.10  45.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ENSERENEAR N RARRER)
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 58.05 17.92%
: 83.0
0 Tl N . .
R IR IR RIS SR UL ML UL LRI LS SRS RS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
480 5.00 5.20 5.40 5.60
5000 m/z 101.10 13.02%
0 290 55.0 83 0 o980
s B % 4 % 8 B & % 1o 115 10 13 1%
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R L e RRam
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 6.21%
5000 57.0
29.0
101.0
0 | ‘ ‘ 78.0
m/z--> 10 20 35 Jo 55 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036438.D

Aca On : 27 Aug 2018 19:19

Operator : JU/SJ

ﬁ?ggle i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1

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

7.59 105.78 ng 1778480 1,4-Dichlorobenzene-d4 8.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 732 (7.589 min): BG036438.D (-725) (-) m/z 132.10 100.00%

13%.1
5000 68.1
400 541 ‘| 8.1 97-1 o1 720 740 7.60 7.80 8.00
Ol el S L8 W Tm/z 68.10  49.03%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A RN LN LR L

7.20 7.40 7.60 7.80 8.00
m/z 66.10 32.46%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... SN I A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
e R L
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 31.47%
00 570 °°
H ‘ 89.0 103.0 ‘
OM el 20 L 180 L
m/z--> 30 5 80 90 100 110 120 130 140
Abundance #14144.5FIuoro—Z—chIoropyrimidine i
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.70%
5000
33.0 44.0 0.0 105.0
L 200 | | uso |
o} MRS EUSNE 101 PSRN AN NS RN BN N M <E ENENBN F RS /8 NN N S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036438.D

Aca On : 27 Aug 2018 19:19

Operator : JU/SJ

ﬁ?ggle i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.37 ng 109447 Phenanthrene-d10 17.43
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2558 (18.318 min): BG036438.D (-2553) (-) m/z 73.10 100.00%

18.00 18.20 18.40 18.60

441 741
5000 1201 Ji3s
o1 157.2 1852 256.3

| ) m/z 43.10 99.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 |||||| LR B TTTT

18 00 18. 20 18. 40 18 60
ss60 | M/z 60.10 91.41%

83.0
‘J‘“ 157.0 1850 213.0 .
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730

18.00 18.20 18.40 18.60
5000 129.0 m/z 57.05 80.11%
Jisol Il
I R RARRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.10 76.67%
5000 129.0
ol15.0 |
,,
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\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036438.D

Aca On : 27 Aug 2018 19:19

Operator : JU/SJ

ﬁ?ggle i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Trifluoroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.35 7.95 ng 440609 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3074 (21.349 min): BG036438.D (-3069) (-) m/z 57.10 100.00%
57.1
97.2
5000
12]52153-1 181.3208.1  250.8280.3 355.1 21.00 2420 2140 21.90
okl e R m/z 43.10 76 .00%
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0
5000
21.00 21.20 21.40 21.60
29.0 25.0 m/z 83.10 75.68%
. | 154018202100 2550 3060
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 |97.0
21.00 21.20 21.40 21.60
5000 m/z 55.05 75.41%
125.0
23.0 153.0
0 N }l 4o 520Y181.0 210.0238.0266.0  308.0336.0
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
58.0 21.00 21.20 21.40 21.60
m/z 97.15 69.41%
97.0
5000
28.0 125.0
oL Ll d [T ass01810 308.0
m/z--> 50 100 150 200 250 300 350 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\BG082718\

Data File : BG036438.D

Acq On : 27 Aug 2018 19:19

Operator : JU/SJ

3?22'6 i J4583-02 TOD1-SB-01-02-03-0-52
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.17 4.2 ng 70647 1 8.06 336269 20.0
unknown? .59 7.59 105.8 ng 1778480 1 8.06 336269 20.0
n-Hexadecanoic acid 18.32 2.4 ng 109447 4 17.43 925348 20.0
Trifluoroacetic a... 21.35 8.0 ng 440609 5 21.70 1108630 20.0
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