LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO30519\
Data File : BG039777.D
Aca On - 5 Mar 2019 23:24 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : K1704-07 PST-028-SW063-022719
ALS Vial : 15 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-BG030419.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 3.211 15 21 30 rBv 213490 405078 11.23% 1.972%
2 3.281 30 33 45 rVB 48494 72077 2.00% 0.351%
3 5.702 438 445 454 rBV 931385 1495789 41.46% 7.282%
4 7.305 710 718 730 rBVY 1022305 1801472 49.93% 8.770%
5 7.681 775 782 794 rVB 899148 1593501 44.17% 7.757%
6 8.157 856 863 873 rVB 153619 260949 7.23% 1.270%
7 8.480 910 918 926 rBV 632603 1081417 29.97% 5.264%
8 9.332 1055 1063 1074 rBV 558838 1030179 28.55% 5.015%
9 10.977 1334 1343 1353 rBV 206369 379933 10.53% 1.850%
10 13.403 1749 1756 1764 rBVY 1498694 2420734 67.10% 11.784%

11 14.220 1889 1895 1901 rBV 75973 115170 3.19% 0.561%
12 14.783 1984 1991 1999 rBV2 367862 599839 16.63% 2.920%
13 16.270 2237 2244 2258 rBV 1440078 2194029 60.81% 10.681%
14 17.527 2450 2458 2469 rBV 537079 797168 22.10% 3.881%
15 18.379 2594 2603 2613 rBV2 107426 174936 4._.85% 0.852%

16 19.642 2813 2818 2826 rBV6 22286 38508 1.07% 0.187%
17 20.123 2893 2900 2905 rBV 2616785 3607897 100.00% 17.564%
18 21.404 3113 3118 3133 rBV 218732 389213 10.79% 1.895%
19 21.815 3181 3188 3199 rVB 534259 888956 24.64% 4.328%

20 21.962 3207 3213 3219 rBV3 19038 36828 1.02% 0.179%

21 23.307 3435 3442 3450 rBV 32084 54994 1.52% 0.268%

22 23.507 3471 3476 3484 rVB2 25649 52188 1.45% 0.254%

23 24.141 3577 3584 3592 rBV3 34640 78113 2.17% 0.380%

24 25.187 3743 3762 3774 rVB 292843 919815 25.49% 4_.478%

25 26.479 3974 3982 3991 rBV 14111 53202 1.47% 0.259%
Sum of corrected areas: 20541985
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO30519\

Data File : BG039777.D

Aca On - 5 Mar 2019 23:24

Operator : JU/SJ

ﬁ?gg le K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG039777.D
2500000

2000000

1500000

7.31
1000000 5.70 768

8.48
500000

3.21 8.16 10.98
.28

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039777.D

2500000

20.12

2000000

1500000, 1340 16.27

1000000

17.53 21.82
500000 14.78

21.40
14.22 18.38 19.64 1.96

O L T e e L i L B s ARSI

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: BG039777.D

2500000

2000000

1500000

1000000

500000
25.19

232351 24.14 /\ 26.48

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\HPCHEM1\BNA G\DATA\BGO30519\

Data File : BG039777.D

Aca On - 5 Mar 2019 23:24

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.21 31.05 ng 405078 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 86
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 50
4 1-Hexene 84 C6H12 000592-41-6 45
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 40

Abundance Scan 21 (3.211 min): BG039777.D (-15) (-) m/z 56.25 100.00%
56
I ‘L—y——r—y
5000
3 l 367 3.20 3.30 3.40 3.50 3.60
T e m/z 84.20 54 _19%
m/z--> 0 50 100 150 200 250 300 350
Abundance #1457: Cyclohexane
56
84
5000 AN RARA N AR AR A
27 3.20 3.30 3.40 3.50 3.60
\ m/z 41.15 48_.97%
'hl'il”"'l""l""l" NN LA B B
m/z--> 0 50 100 150 200 250 300 350
Abundance #1488: 1-Pentene, 2-methyl-
56
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.15 37.81%
84
29
|'-lt|‘“'-'|'- L L I LA WAL SR
m/z--> 0 50 100 150 200 250 300 350
Abundance #1493: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 42.15 23.75%
5000
27 84
1 | h 1 il
m/z--> CI) 5|0 1(I)O 15|O 2(I)O ZéO 3(I)O 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO30519\

Data File : BG039777.D

Aca On - 5 Mar 2019 23:24

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 5

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

3.28 5.52 ng 72077 1,4-Dichlorobenzene-d4 8.16
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 64
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 33 (3.281 min): BG039777.D (-30) (-) m/z 73.15 100.00%
7B
5000 43
55 87
48 3.203.303.403.50 3.603.70
g A Tm/z 43.15  44.63%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 3.203.303.403.50 3.603.70
55 87 m/z 87.25 30.48%
.ﬁg 35 .L‘l 50 | 67
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 3.203.303.403.50 3.603.70
5000 m/z 55.15 28.61%
29
— .%?. ,...‘M,‘ ...h b lH,. .??i‘.a.. e . .??, T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.203.303.403.50 3.603.70
55 m/z 71.15 11.34%
43
5000
27
..,..15..,....,3.2..3%,....,....,....,....,81....,....,...
m/z--> 10 0 40 50 60 70 80 90 100 3.203.303.403.50 3.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO30519\
Data File : BG039777.D

Aca On : 5 Mar 2019 23:24

Operator : JU/SJ

Sample : K1704-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 122.13 ng 1593500 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 782 (7.681 min): BG039777.D (-775) (-) m/z 132.10 100.00%
5000 68
40 916 1o 740 7.60 7.80 8.00
—— b e m/z 68.15 43.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R UL L
7.40 7.60 7.80 8.00
31 m/z 134.15 32.98%
"pr"L'l""l""l"" UL DALY SRR U
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
740 7.60 7.80 8.00
5000 m/z 66.15 31.26%
63 104
?'5.'.3‘9i‘.“.'.“|J‘..l.l....|....l....l....l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl R o e R
57 132 7.40 7.60 7.80 8.00
m/z 69.15 18.72%
5000 98
H‘k |y 158 189
m/z--> 50 100 150 200 250 300 350 400 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO30519\

Data File : BG039777.D

Aca On - 5 Mar 2019 23:24

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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

Abundance #84452: Tetradecanoic acid

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 4.39 ng 174936 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2603 (18.379 min): BG039777.D (-2594) (-) m/z 73.15 100.00%
43 60 7B
5000 129
97 213
11| 187171185 g9 | 57 296 18.00 18.20 18.40 18.60
m/z 60.15 92.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR AR AR
mmmmmmmm
m/z 55.20 89.78%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
60 73
I I I

43 B R B et
18.00 18.20 18.40 18.60
5000 129 m/z 43.15 85.82%
29
15
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid e e LA E
43 60 78 18.00 18.20 18.40 18.60
m/z 57.15 84 .33%
5000 129
29
15 L#“ 143157
e et
nm/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO30519\

Data File : BG039777.D

Aca On - 5 Mar 2019 23:24

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 8.76 ng 389213 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 3117 (21.398 min): BG039777.D (-3113) (-) m/z 57.25 100.00%
57
83
5000
111
R R e
3 139 21.00 21.20 21.40 21.60 21.80
|y A7 168 210 208 282 3% s SHETiE g 75%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
5000 A AR A AR
21.00 21.20 21.40 21.60 21.80
29 111 m/z 43.20 84 .28%
| 1 L | 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83 NI R N
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.25 67.34%
29 111
L‘ i ’ L ‘L 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane R BN RE R
57 21.00 21.20 21.40 21.60 21.80
97 m/z 97.25 62.05%
5000
29 125
79 1, (154 196 224 251269 320
m/z--> 50 100 150 2& 250 300 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO030519\

Data File : BG039777.D

Acq On : 5 Mar 2019 23:24

Operator : JU/SJ

3?22 le - K1704-07 PST-028-SW063-022719
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
1-Pentene, 2-methyl- 3.21 31.1 ng 405078 1 8.16 260949 20.0
Butane, 2-methoxy... 3.28 5.5 ng 72077 1 8.16 260949 20.0
unknown? .68 7.68 122.1 ng 1593500 1 8.16 260949 20.0
n-Hexadecanoic acid 18.38 4.4 ng 174936 4 17.53 797168 20.0
5-Eicosene, (E)- 21.40 8.8 ng 389213 5 21.82 888956 20.0
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