LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample : J1025-05

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG122117.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

3.423 16 23 33 rBv 44345 90692 2.17% 0.461%
3.511 33 38 49 rVB 31181 49944 1.19% 0.254%
rBv2 63395 106451 2.54% 0.541%
6.208 489 497 510 rBvV 704721 1206974 28.83% 6.137%
7.888 775 783 798 rBV 708218 1358284 32.44% 6.907%
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8.299 844 853 869 rBB 736820 1356629 32.40% 6.898%
8.787 929 936 944 rBV 127044 236581 5.65% 1.203%
9.122 984 993 1003 rBV 512425 954304 22.79%% 4.852%
9.980 1130 1139 1151 rBV 399850 757092 18.08% 3.850%
11.666 1419 1426 1435 rBV 180537 345565 8.25% 1.757%

=
QO ~NO®

11 14.045 1823 1831 1842 rBV 1358434 2149918 51.35% 10.932%
12 14.839 1960 1966 1973 rBV 190865 286737 6.85% 1.458%
13 15.414 2057 2064 2072 rBvV2 353962 586213 14.00% 2.981%
14 16.889 2308 2315 2327 rBV 1507564 2426927 57.96% 12.340%
15 18.152 2523 2530 2540 rBV2 529624 871355 20.81% 4.431%

16 18.969 2662 2669 2678 rBV 118475 194032 4.63% 0.987%
17 20.203 2873 2879 2889 rBv4 48632 80922 1.93% 0.411%
18 20.685 2955 2961 2974 rVB 3034117 4186997 100.00% 21.290%
19 22.036 3185 3191 3202 rBV2 145290 240881 5.75% 1.225%
20 22.494 3262 3269 3278 rBV2 588770 1110929 26.53% 5.649%

21 26.237 3893 3906 3921 rBV2 311883 1069273 25.54% 5.437%

Sum of corrected areas: 19666700
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEMI1I\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample : J1025-05

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122117.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: BG031923.D
3000000

2500000
2000000
1500000

1000000
6.21 7.89 8.30

500000 9.12 9.98
11.67
981 5.70 879

- e -t -t

Time--> 3.50 4.00 4.50 5.00 550 600 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 1150 1200 12.50

Abundance TIC: BG031923.D
3000000 20168

2500000

2000000

1500000 14.05 1689

1000000

18.15 22.49

14.84
18.97 20.20 22.04

O e L o i o o o o ILLAL e  L L o

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 TIC: BG031923.D
3000000

2500000

2000000

1500000

1000000

500000 26.24

T 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 : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample = J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.51 4.22 ng 49944 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 38 (3.511 min): BG031923.D (-33) (-) m/z 73.10 100.00%
741
5000
43.0 551 87.1
‘ ‘ 340 360  3.80 '
ol e e i e m/z 87.100 31.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A
43.0 340 360  3.80
550 87.0 m/z 43.00 29.82%
29.0 ‘ ‘
0 ] AN L
L UL SULIS IS IR USRS UL I LI UL IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
"o oy 570 Sk abo ok
5000 ' m/z 55.10 28.14%
29.0
15.0 97.0
e L UL UL UL LA SULI L I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl— L L |
73.0 340 360  3.80
m/z 71.10 14.19%
5000
43.0
oL 20 180 20 |1 530 g30 | 880
m/z--> 0 10 20 30 40 5'0 o 70 80 90 100 340 360  3.80 '
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample = J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 Propane, 1,1-dipropoxy- Concentration Rank 3

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

5.70 9.00 ng 106451 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Guanidine 59 CH5N3 000113-00-8 37
4 1.2-Butanediol 90 C4H1002 000584-03-2 37
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32

Abundance Scan 411 (5.702 min): BG031923.D (-404) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
L
5.40 5.60 5.80 6.00
I N 830 147.9 m/z 59.10 69.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31407: Propane, 1,1-dipropoxy-
43.0 59.0
5000 101.0 R R UL AR
5.40 5.60 5.80 6.00
131.0 m/z 101.10 30.67%
0"%'”'P'”I”'W'”""“"??QP'“I“'W'”'P'”I”"”'W'”'P%ﬁgg'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
540 5.60 580 6.00
0
5000 5.0 m/z 58.10 15.80%
15.0 101.0
o 28.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #256: Guanidine
43.0 59.0 5.40 5.60 5.80 6.00
m/z 41.10 9.39%
5000 18.0
0'”PJW””P”W“”P”W“”P”W”“P”W””P”W””P”W“”P”W“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample = J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknown8.30 Concentration Rank 1

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

8.30 114.69 ng 1356630 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 853 (8.299 min): BG031923.D (-844) (-) m/z 132.00 100.00%
132.0
5000
68.1
A L I R
401  54.0 || 78.0 ﬁﬂwm) 8.00 8.20 8.40 8.60
O L e A L B T m/z 134.00 33.85%
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 A R L I R
8.00 8.20 8.40 8.60
210 510 m/z 68.10 32.48%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
800 820 840 8.60
5000 67.0 m/z 66.10 20.76%
41.0 97.0
53.0 . 117.0
0 ' 107.0
R SRS IULIL SIS SURILRE I UL SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e R
132.0 8.00 8.20 8.40 8.60
m/z 96.00 14.92%
97.0
5000 0.0
31.0 52.0
o | Ty . 860 | 107.0116.0
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 800 820 8.40 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample = J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.97 4.45 ng 194032 Phenanthrene-d10 18.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Octadecanoic acid 284 C18H3602 000057-11-4 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46

Abundance Scan 2669 (18.969 min): BG031923.D (-2662) (-) m/z 73.00 100.00%

73.0
43.1
5000 129.1 213.2

18. 60 18 80 19. OO 19. 20
0 281130401 1/Z 60.00  87.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

JH'83-0 18.60 18.80 19.00 19.20
o

256.0 m/z 43.10 74.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

157.0 1859 213.0

Abundance
73.0
43.0 18.60 18.80 19.00 19.20
5000 129.0 m/z 57.10 71.41%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 | 73.0 18.60 18.80 19.00 19.20
m/z 41.10 59.10%
5000 129.0

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031923.D

Aca On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample = J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.04 4.34 ng 240881 Chrysene-di12 22.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 3192 (22.042 min): BG031923.D (-3185) (-) m/z 83.05 100.00%
83.0
5000
{53.2 2811 21,80 22.00 22.20 22.40
ol ML it m/z 97.05 91.07%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #127768: Cycloeicosane
55.0
5000
21.80 22.00 22.20 22.40
co m/z 57.10 81.88%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
83.0
21.80 22.00 22.20 22.40
5000 m/z 55.10 78.75%
ol10.0 153.0  280.0
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243611: Bacteriochlorophyll-c-stearyl
83.0 21.80 22.00 22.20 22.40
m/z 69.10 74 .79%
5000
} 4.0224.0
ol bbb IL e, |, 3270 4360 8540 8220
m/z--> 0 100 200 300 400 500 600 700 800 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG010418\
Data File : BG031923.D

Acq On : 4 Jan 2018 19:59

Operator : SJ/JU

Sample - J1025-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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... 3.51 4.2 ng 49944 1 8.79 236581 20.0
Propane, 1,l1-dipr... 5.70 9.0 ng 106451 1 8.79 236581 20.0
unknown8.30 8.30 114.7 ng 1356630 1 8.79 236581 20.0
n-Hexadecanoic acid 18.97 4.5 ng 194032 4 18.15 871355 20.0
Cycloeicosane 22.04 4.3 ng 240881 5 22.49 1110930 20.0
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