LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Data File : BG033503.D

Aca On - 3 Apr 2018 1:01 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 J2114-14 032718-SIDIF-)E-U-B
ALS Vial : 26 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 3.482 25 33 43 rBV 137669 263140 6.40% 1.697%
2 3.571 43 48 56 rvB 74352 117886 2.87% 0.760%
3 6.297 505 512 521 rBV 139910 307764 7.48% 1.985%
4 7.977 791 798 815 rBV2 88402 261701 6.36% 1.688%
5 8.377 859 866 883 rBV 306551 697458 16.95% 4 _.499%
6 8.864 941 949 966 rBV2 79420 202050 4.91% 1.303%
7 9.193 997 1005 1025 rBV 466995 973060 23.65% 6.277%
8 10.063 1145 1153 1175 rBV 377040 878773 21.36% 5.669%
9 11.743 1433 1439 1454 rBV 136889 293858 7.14% 1.896%
10 14.105 1830 1841 1862 rBVY 1368016 2372124 57.66% 15.301%
11 14.898 1970 1976 1981 rBvV2 34806 56967 1.38% 0.367%
12 15.480 2068 2075 2090 rBvV 317914 550585 13.38% 3.552%
13 16.244 2200 2205 2209 rvB2 31654 42010 1.02% 0.271%
14 16.949 2319 2325 2346 rBvV 898019 1561094 37.95% 10.070%
15 17.096 2346 2350 2358 rvB2 25918 46110 1.12% 0.297%

16 18.206 2531 2539 2552 rBV 460794 816487 19.85% 5.267%
17 19.005 2668 2675 2682 rBv4 21997 42861 1.04% 0.276%
18 20.727 2960 2968 2981 rBV 2946084 4113851 100.00% 26.536%
19 22.066 3192 3196 3207 rBV2 67104 124614 3.03% 0.804%
20 22.548 3271 3278 3291 rBV2 447458 895125 21.76% 5.774%

21 26.314 3906 3919 3935 rBV2 252863 885160 21.52% 5.710%

Sum of corrected areas: 15502678
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033503.D

Aca On : 3 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2114-14 032718-SIDI-E-U-B
ALS Vial : 26 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: BG033503.D

2500000
2000000
1500000
1000000

500000 633 9.19 10.06

3487 6.30 7.08 6.86 11.74

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 7.00 7.50 8.00 850 9.00 950 1000 10.50 11.00 1150 1200 12.50
Abundance TIC: BG033503.D

20.73

2500000
2000000
1500000 1411

1000000 16.95

500000 18.21 22.55
15.48

14.90 16.24 7.10 19.01 22.07

(O e L o o o o o o B L L o e s o o L B B

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: BG033503.D

2500000

2000000

1500000

1000000

500000
26.31

O s R L am R A R maa L s e e AR

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033503.D

Aca On : 3 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2114-14 032718-SIDI-E-U-B
ALS Vial : 26 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 11.67 ng 117886 1,4-Dichlorobenzene-d4 8.86
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 40
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 37
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 48 (3.571 min): BG033503.D (-43) (-) m/z 73.00 100.00%
3
5000
43
55 a7

3.40 3.60 3.80 4.00
e el e et e e | M7z 43.00 35 73%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5000 l|llll|llll|l|||||
43 9 340 360 3.80 4.00

87 m/z 55.00 31.19%

27
"|'"'l"'ml“'3'6"|‘l""l""'F'z'"i"'"|""|'"'1|0'1'"|""|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

340 360 3.80 4.00

o

o

5000 a1 55 m/z 87.00 24 .93%
29
0 65 80 97 112 129
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol L
73 340 360 3.80 4.00
55 m/z 71.10 12.00%
43
5000
27 ‘
0,15,,,,,,?1,,,,, L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033503.D

Aca On : 3 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2114-14 032718-SIDI-E-U-B
ALS Vial : 26 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 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.38 69.04 ng 697458 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 Benzene. l-methvl-4-(1l-methvleth... 132 C10H12 001195-32-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 867 (8.383 min): BG033503.D (-859) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 50.53%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl-

132

5000 R
8.00 8.20 8.40 8.60 8.80

m/z 66.00 35.90%

15 27 39 52 6f 7 9? 104 447
0--v-“w-~|~-H“-w““-wﬁ-w-”|““ﬂ~-w*”-v~-w-~|-H -
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 m/z 134.00 32.58%
69
57
¥ % g9 103
0 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14100: Benzene, 1-methyl-4-(1-methylethenyl)- S B Ea e S
117 132 800 820 840 860 880

m/z 69.00 20.34%

91
5000 39
51 65
28 ‘ ‘ ‘ 102
H u\ ‘\\ 58 \“ Wy ‘\ L i | 124 ‘ /\\—\~

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 840 860 8.80

o
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Library Search Compound Report

Data Path :

Data File : BG033503.D

Aca On - 3 Apr 2018 1:01
Operator : SJ/JU

Sample - J2114-14

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

TIC Library :
TIC Integration Parameters:

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.78 ng 124614 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Cyclohexadecane 224 C16H32 000295-65-8 93
Abundance Scan 3197 (22.072 min): BG033503.D (-3192) (-) m/z 57.10 100.00%
47
5000
m 21.80 22.00 22.20 22.40
163 | 249 385 549 O £ :
ol d bl 11..... et o e | M/z 55.00  99.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57
97
5000
29 21.80 22.00 22.20 22.40
m/z 43.10 82.31%
ol 11 1 “ | P 153182210 252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 21,80 22.00 22,20 22.40
5000 m/z 83.00 78.98%
111
o 2 139167 196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)-
87 21.80 22.00 22.20 22.40
o7 m/z 97.00 74.67%
5000
29
st
ol | 153181209 252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\

Data File : BG033503.D

Acq On : 3 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2114-14 032718-SIDI-E-U-B
ALS Vial : 26 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.57 11.7 ng 117886 1 8.86 202050 20.0
unknown8 .38 8.38 69.0 ng 697458 1 8.86 202050 20.0
3-Eicosene, (E)- 22.07 2.8 ng 124614 5 22.55 895125 20.0
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