LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\

Data File : BG036956.D

Aca On : 25 Sep 2018 19:36 Instrument :
Operator : JU/SJ BNA_G

Sample - J5061-06 ClientSampleld :
Misc - 230-KV-B

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-BG092018 .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 3.953 108 113 122 rBvV 112138 178832 2.76% 0.812%
2 4.564 209 217 235 rBVY 3700477 6472901 100.00% 29.388%
3 5.157 310 318 332 rBVY 1012231 1687162 26.07% 7.660%
4 5.621 390 397 406 rBV 242425 454507 7.02% 2.064%
5 7.202 659 666 681 rBV 469040 952225 14.71% 4.323%

7.578 722 730 749 rBV 354003 708104 10.94% 3.215%
8.042 803 809 821 rBV 154793 293801 4._.54% 1.334%
8.365 856 864 883 rBvV 579755 1096489 16.94% 4.978%
8.688 912 919 933 rBV 103274 208883 3.23% 0.948%
9.205 999 1007 1019 rBV 442030 916450 14.16% 4.161%

=
QO ~NO®

11 10.845 1279 1286 1307 rBV 205377 413900 6.39% 1.879%
12 13.289 1695 1702 1717 rBV 1316449 2188118 33.80% 9.934%
13 14.670 1930 1937 1950 rBV2 342047 594757 9.19% 2.700%
14 16.156 2181 2190 2203 rBV2 101684 199792 3.09% 0.907%
15 17.413 2397 2404 2410 rBV 422049 723255 11.17% 3.284%

16 20.022 2842 2848 2859 rBV 2276752 3080182 47.59% 13.984%
17 21.679 3123 3130 3139 rBvV 481663 837966 12.95% 3.804%
18 23.348 3408 3414 3426 rVB2 59824 115664 1.79% 0.525%
19 24.887 3666 3676 3690 rvB2 278060 835332 12.91% 3.793%
20 27.314 4081 4089 4090 rBV7 35844 67435 1.04% 0.306%

Sum of corrected areas: 22025755
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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\BG092518\
: BG036956.D

: 25 Sep 2018 19:36

: Ju/sd

: J5061-06

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036956.D
56

8.37
7.20 758 9.21

5.62 10.84

3.95 8.04 8.69

0
Time-->

S SSouy VNI L S UMM | RS | (SR S | S -

350 400 450 500 550 6.00 650 7.00 750 8.00 850

I
9.00 9.50 10.00 10.50 11.00 11.50 12.

00 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

13.29

TIC: BG036956.D

20.02

21.68
14.67 1741

16.16

0

= e e Y e e e e S

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036956.D

24.89

23.35 27.31

0

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\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 1 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.95 12.17 ng 178832 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 9
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 2-Vinylethyl acetate 114 C6H1002 001576-84-7 9

Abundance Scan 113 (3.953 min): BG036956.D (-108) (-) m/z 43.10 100.00%
43.1 ﬂ
5000
R Ea e RN R mma
55.2 83.1 360 3.80 4.00 4.20
Ol 300 TR e 1 B Twsz 83.10 9.52%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
5000 SR SRS SRR U

3.60 3.80 4.00 4.20
m/z 39.10 9.50%

29.0 L 56.0 83.0 98.0
ot e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one
43.0
3.60 3.80 4.00 4.20
5000 m/z 55.20 5.83%
270 55.0
o 79 360, | 620 710 80 98.0
L e o o L e o e L B N B o B L
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 41.10 4_.71%
5000
27.0 55.0 98.0
0 || 36.0, N 67.0 74.0 83.0
T
m/z--> 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.56 440.63 ng 6472900 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78

Abundance Scan 216 (4.558 min): BG036956.D (-209) (-) m/z 55.10 100.00%

59.1 831
5000 431
08.1

| 67.1 751 420 440 460 480
ok et e e R i m/Zz 83.10 0 91.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3242: 3-Penten-2-one, 4-methyl-
53.0 83.0
43.0
5000 LA LI L L L L LB LB LB
29.0 98.0 4.20 4.40 4.60 4.80

m/z 43.10 47 .57%

o..,..?E?-?..:‘!,...-!:'!...l':|.:.,..6.7'.0,....,.!..,...L....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
55.0

43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 33.38%
29.0
98.0
Ll e0
0 ! 1l | |
T B L B RS o S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3363: 2-Pentene, 2,4-dimethyl- R e R

55.0 83.0 420 440 460 480

m/z 39.10 31.92%

5000 41.0
27.0 9.0
15.0 ‘ ‘ 67.0
0 | ‘ | ‘ | e l

1
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.16 114.85 ng 1687160 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 318 (5.157 min): BG036956.D (-310) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 IR UL I L
| | 711 831 | 480 500 520 540
Ot e e e et e e e m/z 59.10 57 .95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /k
43.0
5000 IR AL I L
59.0 480 500 520 540
0
150 4, | 1010 m/z 101.10 17 .55%
0 "'I"l"I'"II'II""'II:'"I":'I'"'I'"'??:(')'I"':Il""l""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
54.0

4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 16.04%

29.
150 f

87.0
fo | 980
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester

Al
59.0 480 5.00 520 5.40
m/z 41.10 9.02%

5000 41.0 /t
L [73.0 126.0 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 4 unknown7.58 Concentration Rank 4

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

7.58 48.20 ng 708104 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 730 (7.578 min): BG036956.D (-722) (-) m/z 132.10 100.00%
13%.1
5000 68.1
00 sx || o 7% 70 Tk 780 5bo
Obrrprrrr el bbbt ol 850 L L m/z 68.10 45.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 AR RNASSNARSSRARSE
720 7.40 7.60 7.80 8.00
70.0 m/z 134.10 32.19%
310 440
0 L L 86.0 | 116.0
mz-> 10 20 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 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 66.10 31.24%
31.0 51.0
0 ‘ 1 ‘ 1, 1
L A LA LA RS AR NUARN NULLS LR RS SERAN RSN RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.86%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 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\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 5

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

8.69 14.22 ng 208883 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(1-hvdroxv... 168 C10H1602 087791-00-2 74
3 2-Cvclopenten-1-one 82 C5H60 000930-30-3 50
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 45
5 1H-Imidazole, 4-methyl- 82 C4H6N2 000822-36-6 42

Abundance Scan 919 (8.688 min): BG036956.D (-912) (-) m/z 82.10 100.00%
82.1
5000
391 41 110.1
67.1 951 8.40 860 8.80 9.00
O'HVHW'“W““W'“J“W“ll““'“W“;WH“ﬁHWH'WH“PHWH'w' m/z  54.10 37.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5850: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 110.0
540 8.40 860 8.80 9.00
39.0 ' m/z 110.10 31.32%
0 '“l"'w'?Th?“"f"“|'h'w'?3'?'“' "“lg?;Ql'“'l""'v"'l'“'|"'w""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #36529: 2-Cyclohexen-1-one, 6- (1 hydroxy-1-methylethyl)-3-.
82.0
840 8.60 8.80 9.00
5000 43.0 110.0 m/z 39.10  30.49%
3.0
27.0
0 i) “m ‘\f 700 | 950 . 122.0135.0 150.0
miz> 10 2 30 40 50 60 70 80 80 100 110 120 130 140 180
Abundance #1176: 2-Cyclopenten-1-one —r , P e Aot
82.0 840 8.60 8.80 9.00
39.0 m/z 53.10 11.21%
5000 540
27.0
0.”ffg,”.w.”.“.”,”.w.?ﬁﬁ.”....”...”,”.w.”.“.”,”.w.”.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092518\
Data File : BG036956.D

Aca On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.35 2.77 ng 115664 Perylene-di12 24.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 3414 (23.348 min): BG036956.D (-3408) (-) m/z 69.10 100.00%
69.1
5000
07.11372 23.00 23.20 23.40 23.60
203.2
oL, ?9.\1}.1 doh bl 222 2091 61 "m/z 81.05  54.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000
23.00 23.20 23.40 23.60
m/z 41.10 30.46%
07.0137.0
0 L b Dyl L 175.0 2310 273.0 341.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 14 _.79%
137.0
0 29.0" L1970 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0 23.00 23.20 23.40 23.60
m/z 137.20 11.80%
5000
09.0
0 230\\ \h ‘\ T \U:.l ‘U. RN 16:\['019:\['0222'0
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092518\
Data File : BG036956.D

Acq On = 25 Sep 2018 19:36

Operator : JU/SJ

Sample : J5061-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
Quant Title : 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]
4-Penten-2-one, 4... 3.95 12.2 ng 178832 1 8.04 293801 20.0
3-Penten-2-one, 4... 4.56 440.6 ng 6472900 1 8.04 293801 20.0
2-Pentanone, 4-hy... 5.16 114.8 ng 1687160 1 8.04 293801 20.0
unknown?7 .58 7.58 48.2 ng 708104 1 8.04 293801 20.0
2-Cyclohexen-1-on. .. 8.69 14.2 ng 208883 1 8.04 293801 20.0
Squalene 23.35 2.8 ng 115664 6 24.88 835332 20.0
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