LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On - 11 Apr 2018 20:02 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2320-03 Gl

Mi _ 040918-DBRI-E-U-B
isc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.479 25 32 42 rBV 133307 267724 7.49% 2.178%
2 3.567 42 47 57 rvB 115866 186619 5.22% 1.518%
3 5.770 414 422 433 rBvV2 20127 42735 1.19% 0.348%
4 6.287 504 510 519 rBV2 90151 205769 5.75% 1.674%
5 7.973 791 797 810 rBV2 47398 137793 3.85% 1.121%

6 8.367 857 864 877 rBvV 227679 499156 13.96% 4.061%
7 8.855 940 947 958 rBV2 66315 162076 4_.53% 1.319%
8 9.190 996 1004 1022 rBV 395027 802979 22.45% 6.533%
9 10.053 1145 1151 1167 rBV 278808 666024 18.62% 5.418%
10 11.740 1430 1438 1448 rBv2 103599 233341 6.52% 1.898%
11 14.102 1828 1840 1861 rBV 969096 1716192 47.99% 13.962%
12 14.889 1969 1974 1984 rVB 34106 53136 1.49% 0.432%
13 15.471 2067 2073 2087 rVvB2 213057 386206 10.80% 3.142%
14 16.240 2199 2204 2209 rVB3 28237 39341 1.10% 0.320%
15 16.687 2276 2280 2285 rBV2 26951 37209 1.04% 0.303%
16 16.945 2317 2324 2337 rBV 572994 1013570 28.34% 8.246%
17 17.092 2345 2349 2357 rVB2 21612 40517 1.13% 0.330%
18 18.203 2531 2538 2550 rBV2 351449 602826 16.86% 4.904%
19 19.002 2670 2674 2682 rBV2 25814 44293 1.24% 0.360%

20 20.723 2961 2967 2981 rBV 2674233 3576187 100.00% 29.094%

21 22.063 3187 3195 3206 rBv4 52466 118556 3.32% 0.965%
22 22.550 3271 3278 3287 rBV 366592 733993 20.52% 5.971%
23 26.305 3905 3917 3933 rBV 201700 725536 20.29% 5.903%

Sum of corrected areas: 12291778
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033753.D
2500000

2000000
1500000
1000000

500000 9.19
8.37 10.05

o 577 629 7.97 8.85 11.74

O T T T = ST EEY | SRS S

T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033753.D

20172
2500000

2000000
1500000

1000000 14.10

16.95

500000 18.20 2255

15.47
148 | 16.24 16.69/17.09 19.00 22.06
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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: BG033753.D

2500000

2000000

1500000

1000000

500000
26.30

R R e B N e e T

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:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4

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

3.57 23.03 ng 186619 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 48 (3.573 min): BG033753.D (-42) (-) m/z 72.95 100.00%

n
5000 43
55 87

201 3.40 3.60 380 400
ok e e e e e e e 2 | mM/z 43.00 44.37%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L L L B B
2 340 360 3.80 4.00
‘ 55 87 m/z 54.95 30.68%
0 w ] ‘ I ‘
s s o o = = SN
miz--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
73
.
4355 340 360 380 4.00
5000 m/z 86.95 24_65%
27
15
L L o o
miz--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1995: Silane, tetramethyl- R e S A b
78 340 360 3.80  4.00

m/z 41.00 10.39%

5000 j\/L
43
29
0 2 1\5 Ly ‘ ‘ 59 L 88

Pt
m/z--> 0 20 40 60 80 100 120 140 160 180 200 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.77 5.27 ng 42735 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 422 (5.770 min): BG033753.D (-414) (-) m/z 43.00 100.00%
43
5000
1c|)1 433 540 5.60 5.80 6.00 6.20
Ot e e m/z 59.00 54 .48%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 II""I""I"A"'\I""II

5.40 5.60 5.80 6.00 6.20
m/z 101.00 16.13%

15 ‘ 101
0 ‘ Y T - \‘
L o o L o o e o o o e B B L S B o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59
B e e e  Ema
5.40 560 5.80 6.00 6.20
5000 m/z 58.00 12.55%
86
O T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4030: 2,3-Butanedione, monooxime
43 5.40 560 5.80 6.00 6.20
m/z 41.00 7.09%
5000
101
15
o,u...ﬂﬁ?..,....,....,....,....,....,....,...
m/z--> 0 50 100 150 200 250 300 350 400 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 2

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

8.37 61.60 ng 499156 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 25
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 864 (8.367 min): BG033753.D (-857) (-) m/z 132.00 100.00%
132
5000 68 /\\\y_
% ‘ 8.00 820 840 8.60 8.80
104
o...,....,....,...:!'!.‘.‘?" 6’r!-.'.|,..':.,..5.‘.7,...-.,.'!~=.,....,....,'...,.. m/z 68.00 48.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LR R
8.00 8.20 840 8.60 8.80
51 78 m/z 66.00 33.64%
0

3138 ‘
SN T SN SR NS | S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 133.90 30.33%
70
31
. 4451 60 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl- B ma
132 800 820 840 860 880

m/z 69.00 21.30%

5000
15 89
103
0 \‘ “ MM‘ HM\\ \\‘M 68 HH \‘\ \‘\ “
T T T T |||||||||||||||||||||||||||||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.04 ng 39341 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heneicosane 296 C21H44 000629-94-7 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
Abundance Scan 2204 (16.240 min): BG033753.D (-2199) (-) m/z 57.00 100.00%
57
5000
85
3 ] 113 149 296 16.00 16.20 16.40 16.60
o R N P o N m/z 43.05 60.51%
m/z--> 50 100 150 200 250 300
Abundance #83027: Hexadecane
57
5000 85
16.00 16.20 16.40 16.60
29 m/z 71.05 54 .48%
o | W‘H‘ | [ M3 141 169 197 226
m/z--> éo 160 150 260 250 360
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 41.00 32.59%
29
ol12 13 141 169 107 225 253 296
m/z--> éo 160 1%0 200 2éo 360
Abundance #175557: Tetracosane
57 16.00 16.20 16.40 16.60
m/z 85.05 30.30%
5000 85
29
o L8 e 160 197 225 253 21 a0 ads
m/z--> 5'0 1(')0 150 200 250 300 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033753.D

Aca On : 11 Aor 2018 20:02

Operator : SJ/JU

ﬁ?ggle i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.06 3.23 ng 118556 Chrysene-di12 22 .54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
3 Cvclotetracosane 336 C24H48 000297-03-0 87
4 E-14-Hexadecenal 238 C16H300 330207-53-9 87
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
Abundance Scan 3195 (22.063 min): BG033753.D (-3187) (-) m/z 55.00 100.00%
55 83
5000
140 168 208 5yg046 267 355 21.80 22.00 22.20 22.40
o m/z 82.95 87.20%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.80 22.00 22.20 22.40
29 111 m/z 43.05 78 .45%
Ll | | 1% 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
21.80 22.00 22.20 22.40
5000 m/z 97.00 75.16%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43 83 21.80 22.00 22.20 22.40
m/z 57.00 68.77%
5000
111
026 ) |6 ‘| I JL | 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041118\

Data File : BG033753.D

Acq On : 11 Apr 2018 20:02

Operator : SJ/JU

3?22'6 i J2320-03 040918-DBRI-E-U-B
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
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]
Butane, 2-methoxy... 3.57 23.0 ng 186619 1 8.85 162076 20.0
2-Pentanone, 4-hy... 5.77 5.3 ng 42735 1 8.85 162076 20.0
unknown8 .37 8.37 61.6 ng 499156 1 8.85 162076 20.0
Hexadecane 16.24 2.0 ng 39341 3 15.47 386206 20.0
5-Eicosene, (E)- 22.06 3.2 ng 118556 5 22.54 733993 20.0
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