LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

Sample : J3627-13

Misc :

ALS Vial : 10 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-BG060718 .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 4_.570 212 218 236 rVB 1039888 1571822 36.51% 7.027%
2 5.164 313 319 330 rBV 339395 518223 12.04% 2.317%
3 5.628 391 398 411 rBV 825147 1337472 31.06% 5.980%
4 7.214 655 668 678 rBV 935485 1636651 38.01% 7.317%
5 7.584 723 731 740 rBV 870948 1496573 34.76% 6.691%
6 8.054 804 811 818 rBV 161880 274430 6.37% 1.227%
7 8.377 859 866 874 rVB 700032 1237565 28.74% 5.533%
8 9.211 1000 1008 1018 rBV 586800 1040389 24.16% 4.651%
9 10.856 1280 1288 1295 rBV 201801 363010 8.43% 1.623%
10 13.300 1697 1704 1711 rBVY 1700347 2638963 61.29% 11.798%

11 14.122 1838 1844 1853 rBV 96084 145131 3.37% 0.649%
12 14.674 1931 1938 1945 rBvV2 350709 572001 13.28% 2.557%
13 16.161 2182 2191 2203 rBV 1299309 1991008 46.24% 8.901%
14 16.372 2222 2227 2231 rBV 32969 49358 1.15% 0.221%
15 17.418 2398 2405 2419 rBV2 487524 823958 19.14% 3.684%

16 19.221 2704 2712 2715 rBV9 25814 44125 1.02% 0.197%
17 20.026 2843 2849 2855 rvVB 3178363 4305744 100.00% 19.250%
18 21.318 3065 3069 3080 rvB2 158145 253729 5.89% 1.134%
19 21.683 3125 3131 3137 rBV2 526771 861273 20.00% 3.851%
20 21.900 3164 3168 3174 rVB4 60304 100387 2.33% 0.449%

21 21.970 3175 3180 3186 rVv2 93252 150016 3.48% 0.671%
22 22.029 3186 3190 3193 rVV6 25605 46428 1.08% 0.208%

23 22.064 3193 3196 3201 rVB4 34996 50431 1.17% 0.225%
24 24.902 3669 3679 3693 rVB 292536 858853 19.95% 3.840%

Sum of corrected areas: 22367540
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\
: BG035379.D

: 25 Jun 2018 15:36

: Ju/sd

: J3627-13

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035379.D

4.57

5.63 7.21 7.58

8.38
9.21

|

5.16
8.05

10.86

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.

00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG035379.D

13.30

16.16

17.42
14.67

14.12

P

16.37 19.22

20.03

J

21.32

21.68

2

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: BG035379.D

24.90

(=
Time--> 23.00 2350 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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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062518\

: BGO35379.D

: 25 Jun 2018 15:36
: JU/SJ

: J3627-13

10 Sample Multiplier: 1

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

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number

1 3-Hexen-2-one

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

4.57 114.55 ng 1571820 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 80

Abundance Scan 218 (4.570 min): BG035379.D (-212) (-) m/z 83.10 100.00%
83.1
55.1
5000
420 4.40 4.60 4.80 5.00
ol ot L2807 2848 8881 7z 55.15  74.10%
m/z--> 50 100 150 200 250 300 350
Abundance #3168: 3-Hexen-2-one
83.0
43.0
5000 SRR R U A
420 4.40 4.60 4.80 5.00
m/z 98.15 35.09%
t54] |
L e e VA
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 83.0
420 440 4.60 4.80 5.00
m/z 43.15 28.01Y%
5000 ., (
N L s B L WL L B S
m/z--> 50 100 150 200 250 300 350
Abundance #3371: 2-Pentene, 2,4-dimethy!l- T T T P T
83.0 420 4.40 4.60 4.80 5.00
55.0 m/z 39.15 20.58%
5000
27.0
0 "yljﬂhh' L SRR SRS UL UL UL S S L U R
m/z--> 50 100 150 200 250 300 350 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

a?ggle ; J3627-13 A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.16 37.77 ng 518223 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 318 (5.158 min): BG035379.D (-313) (-) m/z 43.15 100.00%
43.1
5000
101.2
e
480 5.00 520 5.40
Oy 32, 182 assozor1 2144 759 15 67.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR R R UL

480 5.00 520 5.40
m/z 101.15  27.64%

101.0
0 dot Ll 7.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
T
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.15 17.08%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4035: 2,3-Butanedione, monooxime TP P

480 5.00 520 5.40
m/z 41.15 9.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

a?ggle ; J3627-13 A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 unknown7.58 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.58 109.07 ng 1496570 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 730 (7.578 min): BG035379.D (-723) (-) m/z 132.15 100.00%
132.2
5000 68.2
401  sa1 ‘ | %02 720 7.40 7.60 7.80 8.00
Ot ptle J82 | age2 Ml 7 68.15  48.72%
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 ARAANRARSSRARSSRERSEN
7m'Mo7m'm08m
310 510 m/z 66.15 34.31%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
ot 750 740 760 780 50
5000 ' m/z 134.15 33.84%
51.0 77.0
39.0 65.0 91.0 115.0
S R RS R R RS AR RARAS RA AR SEAS SRAN SRR SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14499: 1H-Indazole, 3—methy|— L B AL HLEL A L A B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.39%
5000
400 510 630 7:0 104.0
0'”'P'me'¢H“”IMHW'MMP'229”'Pm”I”'W'”'IM”I”' L UL L LR
m/z--> 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\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

a?ggle ; J3627-13 A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 5 unknown21.32 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.89 ng 253729 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl ethvl carbonate 398 C25H5003 1000373-79-2 45
2 Ethvl undecvl carbonate 244 C14H2803 1000373-79-5 37
3 Carbonic acid. ethvl heptadecvl ... 328 C20H4003 1000314-59-7 27
4 Carbonic acid. ethyl hexadecvl e... 314 C19H3803 1000314-59-6 27
5 Carbonic acid, ethyl octadecyl e... 342 C21H4203 1000314-59-8 27
Abundance Scan 3069 (21.318 min): BG035379.D (-3065) (-) m/z 91.15 100.00%
91.2
5000
43.
302 | (23120601 312.4 356.1 4016 490.3 21.00 21.20 21.40 21.60
o} . : . : ; : m/z 83.20 45 .38%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #211442: Docosyl ethyl carbonate
91.0
5000 A B B DR
mmmmmmmm
43, m/z 57.25 43 .69%
ol L‘ j h‘\\ ‘\L\ ‘ 139.0 181.0 224.0 265.0 308.0 398.0
miz--> 0 55 100 1éo 260 2éo 360 3éo 460 4éo '
Abundance
91.0
21.00 21.20 21.40 21.60 |
5000 m/z 97.25 42 .26%
43.0
154.0
L R o B S L WL LI B S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #167793: Carbonic acid, ethyl heptadecy! ester I R e R RmmaR
91.0 21.00 21.20 21.40 21.60
m/z 69.20 40.82%
5000
43.
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo ' 2100 2120 2140 2160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

a?ggle ; J3627-13 A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 6 Methadone N-oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.90 2.33 ng 100387 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
2 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 53
3 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 50
4 1H-Indole. 5-methvl-2-phenvl- 207 C15H13N 013228-36-9 47
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 43
Abundance Scan 3168 (21.900 min): BG035379.D (-3164) (-) m/z 91.15 100.00%
91.2 207.2
129.2
5000
441 165. 261.3 369.3 21.60 21.80 22.00 22.20
s A AN l.-'.'rn.l.f-.i,ul et L3 9905 MSL A6LL 777 207.15 86.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165152: Methadone N-oxide
129.0 207.0
72.0
5000 ISR BN SURSA S
21.60 21.80 22.00 22.20
m/z 129.15 T7.47%
165.0 277.0
0 ||H|“‘l Iw‘l ‘:‘l“u‘u‘lul‘u“‘uhi \I“\Iml T Idlll R B A B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
207.0
21.60 21.80 22.00 22.20
5000 m/z 206.10 48 .94%
28.0 77.0 130.0165.0
O e e T
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-diphenyl
207.0 21.60 21.80 22.00 22.20
m/z 208.20 18.58%
129.0
5000 91.0
41.0 165.0 274.0
0""l"“J'L"l"l'|'L'i"1|""|'”"|""|""|""|" ISR BN SURSA S
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035379.D

Aca On : 25 Jun 2018 15:36

Operator : JU/SJ

a?ggle ; J3627-13 A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 7 1H-Indole, 2-methyl-3-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.97 3.48 ng 150016 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 70
2 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
3 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 64
4 1H-Indole. 1l-methvl-2-phenvl- 207 C15H13N 003558-24-5 64
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 58
Abundance Scan 3180 (21.970 min): BG035379.D (-3175) (-) m/z 91.10 100.00%
911 207.2
129.2
5000
178.2
55.1 383.6 21.60 21.80 22.00 22.20
| N L 'I L Aok «IL e 22032920 3253 | TR Thnyz 207.15  89.53%
m/z--> 50 100 150 200 250 300 350
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 LR SR DAL SN BN B
21'60 21.80 22.00 22.20
130.0 m/z 129.15 69.16%
300 63.0 1020 ' ‘17‘80
[

R A L S B o e e e e e B S L e e B s o o e e

m/z--> 50 100 150 200 250 300 350
Abundance
129.0 207.0
72.0 21.60 21.80 22.00 22.20
5000 m/z 206.15 44 _38%
42,0 178.0 277.0
o L e
m/z--> 50 100 150 200 250 300 350
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-diphenyl
207.0 21.60 21.80 22.00 22.20
m/z 105.15 19.58%
129.0
5000 91.0
41.0 178.0 274.0
obr gt L ] 2890 F7 SALS LN | Akt
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z :\SVOASRV\HPCHEM1I\BNA_G\DATA\BG062518\

BG035379.D

25 Jun 2018 15:36
Ju/sJ

J3627-13

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

3-Hexen-2-one

name RT EstConc

4 .57 114.6 ng

2-Pentanone, 4-hy... 5.16 37.8 ng
unknown7 .58 7.58 109.1 ng
unknown21 .32 21.32 5.9 ng
Methadone N-oxide 21.90 2.3 ng
1H-Indole, 2-meth... 21.97 3.5 ng

8270-BG0O60718.M Tue Jun 26 15:32:45 2018

Units Response

1571820
518223
1496570
253729
100387
150016

|--Internal Standard---|
| # RT Resp Conc]

1 274430 20.0
1 274430
1 274430 20.0
5 21.68 861273 20.0
5 861273
5 861273 20.0

26KV-CC-7
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