LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035884.D

Aca On 25 Jul 2018 21:44

Operator : JU/SJ

Sample = J4140-05

Misc :

ALS Vial : 11 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-BG071218 .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 5.140 309 315 323 rBV 73793 112730 4._.06% 0.786%
2 5.609 387 395 411 rBV 496670 872260 31.44% 6.080%
3 7.196 655 665 681 rBV 541162 1044343 37.64% 7.279%
4 7.560 719 727 737 rBV 538905 945869 34.09% 6.593%
5 8.024 800 806 816 rBV 129035 223666 8.06% 1.559%

8.347 853 861 873 rBvV 381983 680641 24.53% 4.744%
9.187 996 1004 1017 rBV 299107 588162 21.20% 4._.099%
10.832 1277 1284 1297 rBV 156692 313365 11.29% 2.184%
13.276 1693 1700 1713 rBV 927991 1552277 55.95% 10.819%
14.104 1834 1841 1855 rBV 43472 98231 3.54% 0.685%

=
QO ~NO®

11 14.650 1926 1934 1942 rBV2 305514 541938 19.53% 3.777%
12 16.136 2179 2187 2205 rBV 916365 1538649 55.45% 10.724%
13 17.394 2394 2401 2413 rBV2 492468 803857 28.97% 5.603%
14 18.275 2548 2551 2556 rBv4 19886 30195 1.09% 0.210%
15 20.002 2839 2845 2858 rBV 2117990 2774607 100.00% 19.339%

16 21.294 3060 3065 3074 rBv4 72135 130363 4._.70% 0.909%
17 21.658 3119 3127 3137 rBV 540012 936681 33.76% 6.529%

18 22.445 3255 3261 3266 rBvV6 22520 42136 1.52% 0.294%

19 23.127 3372 3377 3384 rVB4 26314 48067 1.73% 0.335%

20 23.315 3403 3409 3415 rBV 45083 78627 2.83% 0.548%

21 23.920 3507 3512 3521 rVB7 25587 55613 2.00% 0.388%

22 24.854 3662 3671 3685 rVB2 302348 892926 32.18% 6.224%

23 25.976 3856 3862 3869 rBV10 16789 42029 1.51% 0.293%
Sum of corrected areas: 14347232
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035884.D

Aca On : 25 Jul 2018 21:44

Operator : JU/SJ

Sample : J4140-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035884.D
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1500000

1000000

7.20 7.56
5.61
500000 8.35

10.83
5.14 8.02
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T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035884.D
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1500000

1000000{13.28 16.14
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14.65
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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 TIC: BG035884.D
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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\BG072518\
Data File : BG035884.D

Aca On : 25 Jul 2018 21:44

Operator : JU/SJ

Sample : J4140-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3

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

5.14 10.08 ng 112730 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 37
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23

Abundance Scan 315 (5.140 min): BG035884.D (-309) (-) m/z 43.15 100.00%
43.1
5000
101.2 Sy [ SV .
480 5.00 5.20 5.40
Obrrrpreeed ..-!~|,.7.?.°,....',....,....,.... o 2888 Th/z 59.15  66.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SAE SUERE RLEE BARR
480 5.00 5.20 5.40
0
150 1010 m/z 101.15 25.13%
fo) .'II.." Y
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0
480 500 520 540
5000 1010 m/z 58.15 20.98%
270‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester
54.0 480 5.00 5.20 5.40
m/z 41.15 9.96%
5000 101.0
. 290 1990 2440
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035884.D

Aca On : 25 Jul 2018 21:44

Operator : JU/SJ

Sample : J4140-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 84 .58 ng 945869 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 727 (7.560 min): BG035884.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 A
w1 || 9 720 7.40 7.60 7.80
ol b, .I,'-. e 2%s 39D sz 68,15 50.69%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 P
7.20 7.40 7.60 7.80
310 m/z 66.15 32.65%
oL .qul.uk. J... e
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
A¥“'|“'w"“|“"w
7.20 7.40 7.60 7.80
5000 m/z 134.15 31.28%
ogo 030 1040
0= '“*i‘ﬁ'“l'ﬁ" UL UL SN UL B
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine s B B e R
132.0 7.20 7.40 7.60 7.80

m/z 69.15 21.93%

5000
33.0 105.0
“70.0" ‘
0 b L |
LA S B s B s B B L s e s s e

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035884.D

Aca On : 25 Jul 2018 21:44

Operator : JU/SJ

Sample : J4140-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.78 ng 130363 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 90
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
Abundance Scan 3064 (21.288 min): BG035884.D (-3060) (-) m/z 57.25 100.00%
57.3
97.2
5000
140.3 21.00 21.20 21.40 21.60
176.1207.2 249.2 283.1 357.3387.1
Obr—— -JE!M-L“LLH‘H—W-HH—H*—Hﬂ—H—h—V—%—rH—V—V—V—ﬁH—V—V—H— m/z 83.15 97 .00%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000
21.00 21.20 21.40 21.60
30,0 m/z 69.15 85.51%
ol 27,0 I ]1 1 ,1680 2090 250.0280.0 320.0 378.0
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0
21.00 21.20 21.40 21.60
5000 m/z 55.10 82.19%
Lol ‘ || 0 00 sm0 s
m/z--> 50 100 150 200 2éo 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0 21.00 21.20 21.40 21.60
83.0 m/z 43.10 80.03%
5000
25.0
ol g w L \155 0 196 0225 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\BG072518\
Data File : BG035884.D

Acq On 25 Jul 2018 21:44

Operator : JU/SJ

Sample - J4140-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.14 10.1 ng 112730 1 8.02 223666 20.0
unknown? .56 7.56 84.6 ng 945869 1 8.02 223666 20.0
1-Heptacosanol 21.29 2.8 ng 130363 5 21.66 936681 20.0
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