LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\
Data File : BG037480.D

Aca On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 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-BG101818.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 3.771 79 82 91 rBv 20260 32382 1.19% 0.167%
2 5.187 317 323 330 rBV2 40386 62754 2.30% 0.323%
3 5.645 394 401 412 rBV 745558 1214207 44.48% 6.252%
4 7.249 665 674 688 rBV 801926 1544556 56.58% 7.953%
5 7.631 729 739 753 rVB 748600 1297461 47.52% 6.681%
6 8.107 813 820 830 rBV 231960 404089 14.80% 2.081%
7 8.430 866 875 883 rBV 529495 960409 35.18% 4 .945%
8 9.282 1012 1020 1029 rBV 470504 853975 31.28% 4_.397%
9 10.928 1292 1300 1308 rBV 344185 628343 23.02% 3.236%
10 13.360 1706 1714 1722 rBV 1224129 2029747 74.35% 10.452%

11 14.182 1846 1854 1861 rBV 176776 252032 9.23% 1.298%
12 14.741 1941 1949 1957 rBvV2 571367 947454 34 .70% 4_.879%
13 16.221 2195 2201 2211 rBV 941147 1443447 52.87% 7.433%
14 17.485 2409 2416 2423 rBV2 744786 1195977 43.81% 6.158%

15 18.342 2557 2562 2568 rBV3 56133 89625 3.28% 0.462%
16 19.529 2759 2764 2769 rBV 64179 92575 3.39% 0.477%
17 19.611 2773 2778 2786 rBV7 19282 32921 1.21% 0.170%

18 19.893 2819 2826 2835 rVB 63261 106990 3.92% 0.551%
19 20.081 2852 2858 2865 rBV 2029460 2730062 100.00% 14.058%
20 20.363 2900 2906 2914 rVB3 34187 54357 1.99% 0.280%

21 20.857 2987 2990 2995 rVB 47802 55568 2.04% 0.286%
22 21.374 3074 3078 3095 rVB4 60527 152562 5.59% 0.786%
23 21.621 3111 3120 3127 rVB2 56119 159990 5.86% 0.824%
24 21.768 3137 3145 3151 rBV2 675705 1238303 45.36% 6.376%
25 21.932 3168 3173 3177 rBV 64582 96468 3.53% 0.497%

26 22.549 3274 3278 3284 rBV 58683 97842 3.58% 0.504%
27 23.266 3395 3400 3408 rVB 57660 110301 4._.04% 0.568%
28 24.100 3537 3542 3557 rVB2 63586 149953 5.49% 0.772%
29 25.105 3701 3713 3731 rBV2 393629 1294316 47.41% 6.665%
30 26.262 3905 3910 3920 rVB4 30840 91580 3.35% 0.472%

Sum of corrected areas: 19420246
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\
Data File : BG037480.D
Aca On : 23 Oct 2018 17:31
Operator : JU/SJ
Sample - J5610-10
Misc :
ALS Vial : 7 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG101818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG037480.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037480.D

Aca On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.19 3.11 ng 62754 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 1.3.4-0xadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 17
4 Butane 58 C4H10 000106-97-8 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 323 (5.187 min): BG037480.D (-317) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 LA RN SRS UL L
| 83.0 | 480 5.00 5.20 5.40 5.60
e e MR AR m/z 59.00 51.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS LS S IR
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 17.04%
'"P"W'?lg'””"h"P'“”P'Zq$1'?%9'P"“'l'ﬁ"”l'”'l”"l”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4035: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 57.95 16.57%
101.0
15.0 58.0
"'PJ”I'?ﬁﬁ"le”l”'lP'qu"ﬁ+gl'”'I“'W"”I”"P"W'“'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #40039: 1,3,4-Oxadiazole, 2-(acetyloxy)-2,5-dihydro-2,5,5-... e e  REEE e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 7.52%
5000
58.0 )
L "0 720 850 1000, 144.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037480.D

Aca On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 64.22 ng 1297460 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.631 min): BG037480.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 540 % e | 150 70 70 780 50
e e A I B B m/z 68.00 42 .78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R SR L U
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.54%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.07%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.30%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e e e R EmEE
m/z--> 40 60 80 100 120 140 160 180 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\BG102318\
Data File : BG037480.D

Aca On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.46 ng 152562 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3077 (21.368 min): BG037480.D (-3074) (-) m/z 57.00 100.00%

5000

23

21.00 21.20 21.40 21.60
m/z 43.00 59.62%

1169.1 226.9 281.9 354.9

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83023: Hexadecane
57.0
5000 LA L L L L L L L I

21.00 21.20 21.40 21.60
m/z 71.00 48.89%

113.0 169.0 226.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
21.00 21.20 21.40 21.60
5000 m/z 85.00 44.05%
13. O
‘ ,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0 21.00 21.20 21.40 21.60
m/z 41.00 20.11%
5000
13. O

,169.0 225, 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21. OO 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037480.D

Aca On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .10 2.32 ng 149953 Perylene-d12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane 212 C15H32 000629-62-9 83
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 3542 (24.100 min): BG037480.D (-3537) (-) m/z 57.00 100.00%
57.0
SRR BN SURN B
127.0 1542 191.9 2239 23.80 24.00 24.20 24.40
ererentee b b e o2, TOLD 2239 25392820 8268 a0 63 Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57.0
5000 U AU A R
85.0 Bmmmmmmm
29.0 m/z 71.00 60.17%
| | [M30 1410 169.0 197.0 225.0 254.0
m/z--> ﬁbm%@mmmmmmmmmmﬁ
Abundance #71396: Pentadecane
57.0
650 23.80 24.00 24.20 24.40
5000 ' m/z 85.00 39.17%
29.0
m/z--> ﬁb&%@mmmmmmmm@mﬁ
Abundance #94345: Heptadecane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 25.47%
5000 85.0
29.0
L | 11201410 16001960 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23. 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102318\
Data File : BG037480.D

Acq On : 23 Oct 2018 17:31

Operator : JU/SJ

Sample : J5610-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.19 3.1 ng 62754 1 8.11 404089 20.0
unknown7 .63 7.63 64.2 ng 1297460 1 8.11 404089 20.0
Hexadecane 21.37 2.5 ng 152562 5 21.77 1238300 20.0
Octadecane 24.10 2.3 ng 149953 6 25.11 1294320 20.0
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