LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 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-BG102119.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 3.172 9 14 23 rvVB 96909 170250 7 .85% 1.356%
2 4.183 180 186 200 rvB 289356 491123 22.64% 3.912%
3 5.105 338 343 356 rVB 100485 162267 7.48% 1.292%
4 5.599 419 427 444 rBV 463394 836531 38.56% 6.663%
5 7.203 691 700 723 rBV 499368 995024 45.86% 7.925%
6 7.549 752 759 771 rBV 530625 955529 44 .04% 7.611%
7 8.002 829 836 846 rBV2 100069 174734 8.05% 1.392%
8 8.325 883 891 900 rBV 391118 716709 33.03% 5.708%
9 9.165 1026 1034 1051 rBV 278886 568930 26.22% 4_.531%
10 10.810 1308 1314 1322 rBvV 103978 209830 9.67% 1.671%

11 13.254 1722 1730 1742 rBV 806543 1340758 61.80% 10.679%
12 14.083 1865 1871 1885 rBV2 60232 115731 5.33% 0.922%
13 14.635 1958 1965 1978 rBV2 214913 351755 16.21% 2.802%
14 16.127 2212 2219 2234 rBV 765794 1292793 59.59% 10.297%
15 17.379 2426 2432 2442 rBV 244641 436277 20.11% 3.475%

16 19.988 2870 2876 2890 rBV 1534735 2169564 100.00% 17.280%
17 20.675 2984 2993 2996 rBV7 11916 22649 1.04% 0.180%
18 21.286 3093 3097 3112 rBV5 42650 127830 5.89% 1.018%
19 21.644 3149 3158 3168 rBv2 278551 531905 24.52% 4_.236%

20 21.827 3184 3189 3193 rVB4 16945 26779 1.23% 0.213%
21 22.426 3287 3291 3297 rVB3 19933 29188 1.35% 0.232%
22 23.107 3400 3407 3415 rBV6 22709 50036 2.31% 0.399%
23 23.301 3434 3440 3447 rVB2 89148 174476 8.04% 1.390%
24 23.901 3537 3542 3549 rVB4 17345 32829 1.51% 0.261%

25 24.835 3689 3701 3715 rBV3 184135 571904 26.36% 4 _555%

Sum of corrected areas: 12555401
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043582.D

1400000
1200000
1000000

800000

600000
7.20 7-95

5.60

400000 8.32

200000 B.17 511 8.00 10.81

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043582.D

1999
1400000

1200000

1000000

800000 13.25 16.13

600000

400000 "
14.64 17.38 '
200000

. 14.08 2068 2129 |p183 2243

Time--> 13.00 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: BG043582.D

1400000

1200000

1000000

800000

600000

400000

200000 24.83

23.30
2313 23.90
O e e e T T T T T T T R R T T R T T T e e

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\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

3.17 19.49 ng 170250 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 14 (3.172 min): BG043582.D (-9) (-) m/z 73.10 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Ol L S e Tm/z 43.10 43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RN U LU IR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 25.90%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
P - 87 320 3.30 3.40 3.50 3.60
5000 m/z 87.05 25.77%
29
RIS 1
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- s s
73 3.20 3.30 3.40 3.50 3.60
m/z 41.05 11.55%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1,3,5-Cycloheptatriene Concentration Rank 3

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

4.18 56.21 ng 491123 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 2.5-Norbornadiene 92 C7H8 000121-46-0 83
4 Molvbdenum. di-._.mu.-chlorobisl(1... 532 C20H26CI12Mo02 035625-66-2 72
5 Cyclobutene, 2-propenylidene- 92 C7HS8 052097-85-5 64

Abundance Scan 186 (4.183 min): BG043582.D (-180) (-) m/z 91.10 100.00%
o
5000
39 51 65 380 400 420 4.40 460
Ol et S8l T 8 L Tz 92.10  56.83%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2455: Toluene
9
5000 ESAESERARBERREBE SRR

3.80 4.00 4.20 4.40 4.60
m/z 65.10 13.04%

65
27 ¥ a8l T g4 g
o RSB ESESAEY b, AV PUMRSMRS Y4 NI NS 0TS B
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2469: 1,3,5-Cycloheptatriene
91
R R
3.80 4.00 420 4.40 4.60
5000 m/z 39.10 10.75%
39 o 65
oL 2 15 2 asler | 7177 es ||
R B T B B e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2463: 2,5-Norbornadiene M
91 3.80 4.00 420 4.40 4.60
m/z 63.10 10.19%
5000 66
39
27 51
K L 45 60| 77 85
o RSB BSOS BT SRR U MRS =4 SNSRI,
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.80 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.11 18.57 ng 162267 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 344 (5.111 min): BG043582.D (-338) (-) m/z 43.10 100.00%
43
59
5000
101 DS SRS AR SR AR
51| 83 | 4.80 5.00 5.20 5.40
o 12 1P . N m/z 59.10 64.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL UL
59 480 500 520 540
m/z 101.10 21.38%
31 83 g3 101
A AR A A A A s RS A SRS LRRAS AR LARA BARES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 15.56%
101
15 31 | 50°8 69 86
s R AR A AR AN RN RAARA RARLA RRAAS SRR LAASN SARAN LA ARRY
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
59 480 5.00 5.20 5.40
m/z 41.10 10.64%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 1

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

7.55 109.37 ng 955529 1,4-Dichlorobenzene-d4 8.00
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 759 (7.549 min): BG043582.D (-752) (-) m/z 132.10 100.00%
132
5000 68 ]\_
0 . 54 ‘ 75 %® 104 720 7.40 7.60 7.80
62 : : : :
o....,...:I'!..“.s,.'.'..,.-!-.'.,..':-.,.f.*?.,..l.,.'!..,.1.1.5.,....,'...,.. m/z 68.10 41.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
31 70 m/z 134.10 34.10%
. 44 51 €0 7 8 | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 720 7.40 7.60 7.80
5000 m/z 66.10 28.90%
78
31 4 "
OH'WM“wwl“JL'w'“lw'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 19.50%
5000
67
80 a1
. A e, | 7| o7 106 w7 |
m/z--> 30 4'0 5'0 60 70 80 9'0 1(')0 110 12'0 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.81 ng 127830 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 80
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 80
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 72
Abundance Scan 3098 (21.292 min): BG043582.D (-3093) (-) m/z 57.10 100.00%

57

83
5000

21.00 21.20 21.40 21.60
m/z 43.10 92.07%

. 127 153169 1g7 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143260: 1-Dodecanoal, 2-octyl-

21.00 21.20 21.40 21.60
11 m/z 55.10 74.85%

N 139 167183 210 236252 280297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95994: 1-Decanol, 2-hexyl-

5000 4

21.00 21.20 21.40 21.60
m/z 71.15  63.55%

5000
4
o 139155 189196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119526: 1-Dodecanol, 2-hexyl-
57 21.00 21.20 21.40 21.60

m/z 83.10 62.42%

5000 4

139 167183 208224 252269
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60

8270-BG102119.M Mon Nov 11 15:10:46 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043582.D

Aca On : 8 Nov 2019 23:11

Operator :© JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.30 6.10 ng 174476 Perylene-d12 24.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 90
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 59
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 56
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 53
Abundance Scan 3440 (23.301 min): BG043582.D (-3434) (-) m/z 69.10 100.00%
69
5000
41

23.00 23.20 23.40 23.60

| 163 191 341
W '| W LR B 2713299 84367 njz 81.10  44.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4!
23.00 23.20 23.40 23.60
m/z 41.10 24.63%
W W 161 191217 278209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
R L R EE R a
23.00 23.20 23.40 23.60
5000 m/z 67.10 12.97%
41
95 137
0 syl 217 ] 163 191 217 245 273 299 341 367 410
B s e e — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ...
69 23.00 23.20 23.40 23.60
43 m/z 95.10 12.71%
5000
’ 95
178
NN O e O S
m/z--> 50 1 150 200 250 300 350 400 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\BG110819\
Data File : BG043582.D

Acq On : 8 Nov 2019 23:11

Operator : JU

Sample : K5742-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.17 19.5 ng 170250 1 8.00 174734 20.0
1,3,5-Cycloheptat. ... 4.18 56.2 ng 491123 1 8.00 174734 20.0
2-Pentanone, 4-hy... 5.11 18.6 ng 162267 1 8.00 174734 20.0
unknown? .55 7.55 109.4 ng 955529 1 8.00 174734 20.0
1-Dodecanol, 2-oc... 21.29 4.8 ng 127830 5 21.64 531905 20.0
Squalene 23.30 6.1 ng 174476 6 24.83 571904 20.0
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