LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample : K4237-07

Misc :

ALS Vial : 8 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-BG081919.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 3.126 3 6 20 rvB 422693 643774 5.82% 1.731%
2 5.570 414 422 436 rBV 550199 924365 8.36% 2.486%
3 7.180 688 696 710 rBV 583424 1078793 9.75% 2.901%
4 7.544 750 758 772 rBV 616992 1094644 9.90% 2.944%
5 8.009 830 837 846 rBV 180515 306128 2.77% 0.823%

8.332 884 892 900 rBV 493512 865100 7.82% 2.326%
9.172 1027 1035 1049 rBvV 340205 626666 5.67% 1.685%
10.829 1309 1317 1329 rBV 225137 433705 3.92% 1.166%
1220280 1913314 17.30% 5.145%
14.107 1868 1875 1885 rBV 141979 222286 2.01% 0.598%
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11 14.666 1961 1970 1980 rBV2 439466 710045 6.42% 1.909%
12 16.158 2217 2224 2237 rBV 876654 1369934 12.39% 3.684%
13 17.415 2432 2438 2446 rBV2 595736 893531 8.08% 2.403%
14 20.030 2877 2883 2888 rBV 2343224 3053717 27.61% 8.212%
15 21.275 3075 3095 3096 rBV 631390 2181180 19.72% 5.865%

16 21.693 3159 3166 3174 rBV 642606 1069144 9.67% 2.875%
17 22.157 3215 3245 3283 rVB2 1823960 11059019 100.00% 29.739%

18 24.930 3708 3717 3735 rVvB2 392329 1212895 10.97% 3.262%
19 29.624 4503 4516 4553 rVvB7 950883 7528463 68.08% 20.245%

Sum of corrected areas: 37186703
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On : 19 Aug 2019 20:31

Operator : HP/JU

Sample . K4237-07

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG081919.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: BG042335.D

2000000

1500000

1000000

5.57 :
500000/.13 8.33
9.17

8.01 10.83

o

Time--> 3.50 400 450 500 550 600 650 700 7.50 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042335.D

20,03

2000000 22.16

1500000
13.28

1000000 16.16

214¥821.69
17.42

500000 14.67

14.11
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Time--> 13 00 13 50 14. OO 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: BG042335.D

2000000

1500000

29.62
1000000

500000 24.93

) il N
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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\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample = K4237-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.13 42 .06 ng 643774 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.132 min): BG042335.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| o7 007 3.20 3.30 3.40 3.50
bbb e 92 ®7 . Tm/z 43.10 32.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR AN AN R
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 29.08%
29
0I'd'”mt'll'ihl"'W""I”"I"”I""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 26.45%
29 ‘
L bl b Lo e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.56%
5000 43
58
29 ‘ ﬁ7
0I'MhWw"W"“'P"'P'"I”"I”"I'”'I"”I"” HASN S U U U I
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample = K4237-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.54 Concentration Rank 3

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

7.54 71.52 ng 1094640 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 757 (7.539 min): BG042335.D (-750) (-) m/z 132.00 100.00%
132
5000 /\
68
0 st l) 77 e s J 75T 1k 7
Ol iy gl 7 87 L 3O1S L m/z 68.10  33.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR RARRY
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.77%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR L L IR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.42%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T - R e e R
57 132 720 7.40 7.60 7.80
24 m/z 69.10 13.39%
5000 og M°
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample = K4237-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2,5,8,11-Tetraoxatridecan-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.28 40.80 ng 2181180 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.8.11-Tetraoxatridecan-13-vl ... 320 C16H3206 1000367-04-8 74
2 Quinoline. 2.4-dimethvl- 157 C11H1i1IN 001198-37-4 59
3 Quinoline. 2.7-dimethvl- 157 C11H11IN 000093-37-8 59
4 2.2"-(2.2"-Oxvbis(ethane-2.1-div... 418 C22H4207 1000367-06-3 43
5 1H-Pyrrole, 1-(4-methylphenyl)- 157 C11H1i1IN 000827-60-1 42
Abundance Scan 3096 (21.281 min): BG042335.D (-3075) (-) m/z 157.10 100.00%
187
5000 d////A\\\_
43 113 AN AR BN B
87 21.00 21.20 21.40 21.60
ol 70 1131 | 175 201219 245264 289 328 m/z 113.10 14.68%
m/z--> 50 100 150 200 250 300
Abundance #161008: 2,5,8,11-Tetraoxatridecan-13-yl heptanoate
59 187
5000 UL SN BN SRR
113 21.00 21.20 21.40 21.60
87 m/z 43.10 13.28%
ol15 4 J |, 133 ) 175 201 229 275
m/z--> 50 100 150 200 250 300 '
Abundance #29213: Quinoline, 2,4-dimethyl-
187
2100 21.20 21.40 21.60
5000 m/z 158.10 10.98%
115
27 ! 511 m 7.7 ‘98 L \\\1410 ‘
m/z--> 50 100 150 200 250 300 '
Abundance #29210: Quinoline, 2,7-dimethyl- R S
157 21.00 21.20 21.40 21.60
m/z 87.00 8.79%
5000
15 39 63 8 " 140
mz-> 50 100 150 200 250 300 2100 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample = K4237-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1-Eicosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.16 206.88 ng 11059000 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 86
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 64
3 2-Octvldodecvl isobutvrate 368 C24H4802 1000368-55-5 60
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 55
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 55
Abundance Scan 3246 (22.163 min): BG042335.D (-3215) (-) m/z 57.10 100.00%
5000 A#/////\\\\_
AR AR A
21.80 22.00 22.20 22.40
325
ol 297325351379 419447 n/z 71.10 55 76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127767: 1-Eicosene
43
83
5000 AU A
111 2180 2200 22.20 22.40
280 m/z 43.10 55.61%
0 J l.l 167 209 252
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43
69 S A S —
I I I I I
97 280 21.80 22.00 22.20 22.40
5000 m/z 257.20 52.10%
125 251
0 ‘ n 1 J 11?3‘18A11209
m/z--> 55 160 150 260 250 360 3%0 460 4%0 560
Abundance #195789: 2-Octyldodecy! isobutyrate
43 71 21.80 22.00 22.20 22.40
m/z 97.10 50.64%
5000 97
M 139 &7
280
ol LU L [ asozan2s2®® 55
m/z--> 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042335.D

Aca On 19 Aug 2019 20:31

Operator : HP/JU

Sample = K4237-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 6 unknown29.62 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.62 124.14 ng 7528460 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 93
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 49
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 46
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 46
Abundance Scan 4515 (29.619 min): BG042335.D (-4503) (-) m/z 57.10 100.00%
5000 085 \\~_#a//////r\\\\‘-_-w*__
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
29.40 29.60 29.80 30.00
ol o Z2 385 | ABA5L 7y 71.10  55.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127767: 1-Eicosene
43
83
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
5000 111 29.40 29.60 29.80 30.00
280 m/z 43.10 50.86%
139
0 J | l ] 11?7. 209 25.2
m/z--> 55 160 1%0 260 250 300 3éo 460 4%0
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43
69 HRRR SR SRR IR BN
97 280 29.40 29.60 29.80 30.00
5000 m/z 97.10 46 .97%
125 251
LT e g0 00
0"J‘I'"'Iu"kw'hﬁﬁl""‘""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119525: 1-Decanol, 2-octyl- O e
57 29.40 29.60 29.80 30.00
m/z 55.10 44 .54%
5000 83
29 111
L Ly L) | 5% 168 106 224 252
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0 2d4o 29%0 29%0 3doo
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG081919\

BG042335.D

19 Aug 2019 20:31

HP/JU

K4237-07

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .54

2,5,8,11-Tetraoxa. ..

1-Eicosene
unknown29.62

8270-BG081919.M Wed Aug 21 14:05:13 2019

3.13 42.1 ng
7.54 71.5 ng
21.28 40.8 ng
22.16 206.9 ng
29.62 124.1 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

643774
1094640
2181180

11059000
7528460

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

1 306128 20.0
1 8.01 306128
5 21.69 1069140 20.0
5 21.69 1069140 20.0
6 24.93 1212900 20.0
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