LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On > 7 Apr 2018 9:55 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2225-03 el

Mi _ 040218-DBRI-F-D-B
isc :

ALS Vial : 29 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 26 32 41 rBV 145441 286399 7.92% 1.918%
2 3.567 42 47 58 rvB 121362 200502 5.54% 1.342%
3 5.771 415 422 431 rBV 40975 69891 1.93% 0.468%
4 6.288 504 510 523 rBV 138594 304055 8.40% 2.036%
5 7.974 790 797 814 rBV2 81644 241672 6.68% 1.618%

8.373 858 865 883 rBvV 307291 695062 19.21% 4.654%
8.861 942 948 959 rBV 84286 196330 5.43% 1.314%
9.190 997 1004 1021 rBV 469999 948130 26.21% 6.348%
10.060 1144 1152 1170 rBV 380856 905833 25.04% 6.065%
11.740 1431 1438 1454 rBV 147150 333405 9.22% 2.232%

=
QO ~NO®

11 14.102 1828 1840 1860 rBV 1368286 2391784 66.11% 16.014%
12 14.895 1966 1975 1988 rBV 77896 135729 3.75% 0.909%

13 15.301 2037 2044 2051 rBV2 37889 54689 1.51% 0.366%
14 15.477 2068 2074 2088 rVvB2 316052 560210 15.48% 3.751%
15 16.241 2199 2204 2210 rVB 61587 78233 2.16% 0.524%
16 16.952 2317 2325 2343 rBV 691670 1237016 34.19% 8.282%
17 17.093 2345 2349 2358 rVB 51210 82363 2.28% 0.551%
18 18.209 2531 2539 2551 rBV 410687 726966 20.09% 4._.867%
19 19.008 2670 2675 2680 rBv4 40749 67784 1.87% 0.454%

20 20.730 2962 2968 2978 rBV 2578005 3617838 100.00% 24.222%
21 22.075 3191 3197 3212 rBV3 86645 212538 5.87% 1.423%
22 22.551 3271 3278 3291 rBV2 400893 810558 22.40% 5.427%

23 24.413 3590 3595 3603 rVB3 26658 54872 1.52% 0.367%
24 26.317 3908 3919 3935 rBV 206481 724187 20.02% 4._.849%

Sum of corrected areas: 14936046
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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: BG033658.D
2500000

2000000
1500000
1000000

9.19
500000 . 10.06

33187 577 629 797 3.86 11.74

Time--> 3.50 4.00 4.50 5. OO 5. 50 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12.50
Abundance TIC: BG033658.D
2500000 20.73

2000000

1500000 14.10

1000000
16.95

500000 18.21 22.55
15.48

1420 j& 16.24 7.09 22.07
P I | G e 19.01 20

A A P
LI L I I [ I N B Bt L

T
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: BG033658.D
2500000

2000000

1500000

1000000

500000
26.32
24.41

R s o S A R AR R aaas e e e SRR A RS EE R,

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\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 20.43 ng 200502 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 47 (3.567 min): BG033658.D (-42) (-) m/z 73.00 100.00%

73
5000 43
55 87

36 49‘ 67 3.40 360 380 4.00
”'”'V'”uhLW'””P'“”J'w-H-p-n|n.w.”.“.”|”,, m/Z 43-00 40-08%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||||||IIII|IIII|I
340 360 3.80 4.00

43 55 87 m/z 55.00 29.74%

29 ‘
SO LA PR - - O —
mz> 20 30 40 5'0 60 70 80 90 100 110 120 130
Abundance
73
87

340 360 3.80 4.00

5000 41 55 m/z 87.10 27.62%
29
47 67, 79 97 112 129
R R R o e ERAR LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- R A T e o
73 340 3.60 3. 80 4.00

m/z 41.05 12 ._.75%

5000
29 37 “ 53 59 65 80 88

i
m/z--> 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 : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 7.12 ng 69891 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28

Abundance Scan 422 (5.771 min): BG033658.D (-415) (-) m/z 43.00 100.00%
43
5000
0 540 560 5.80 6.00 6.20
,....,J...~.,|....,....,....,..25.‘9,....,....,....,...4.9? m/z 59.00  60.21%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 s D
5.40 5.60 5.80 6.00 6.20

m/z 101.00 17.15%

15 ‘ 101
‘ | ‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

59

540 560 580 6.00 6.20
5000 m/z 57.95 16.38%
31

87

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #4035: 2,3-Butanedione, monooxime
3 5.40 5.60 5.80 6.00 6.20
m/z 41.00 10.40%
5000
101
15
P
m/z--> 0 50 100 150 200 250 300 350 400 450 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 70.81 ng 695062 1,4-Dichlorobenzene-d4 8.86
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 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 864 (8.368 min): BG033658.D (-858) (-) m/z 132.00 100.00%
132
5000 68 f\\\»
96 AR e e e
40 I 434 800 820 840 8.60 8.80
b e m/z 68.00 49.37%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR AR RAREE AR
8.00 8.20 8.40 8.60 8.80
‘ m/z 66.00 33.77%

31
...‘“‘.‘lu.‘.‘..l‘.. T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 32.39%
15 39 63 104
L B e T N LA B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole R AREEEE TS s LR
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 23.11%

5000
104
66
w o |

m/z--> 0 50 100 150 200 250 300 350 400 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\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 2.79 ng 78233 Acenaphthene-d10 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 80
3 Eicosane 282 C20H42 000112-95-8 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 2204 (16.241 min): BG033658.D (-2199) (-) m/z 57.05 100.00%
57
5000 P
3 ‘ 16.00 16.20 16.40 16.60
b L g8 199 AT 20 288 39 sz 43.00  69.52%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000
g5 16.00 16.20 16.40 16.60
29 m/z 41.00 38.41%
‘ “\ | ‘ 118 141 169 197 226
m/z--> 55 160 150 200 2éo 300 3%0
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 71.05 38.23%
85
29
113 169 11 296
m/z--> B '55' ' "160" "150" "260" "250" "360" "350"
Abundance #129491: Eicosane
57 16.00 16.20 16.40 16.60
m/z 85.00 37.11%
5000 85
29
113
‘ LA T 291 109 197 225 253 22
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 Eilcosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.09 2.27 ng 82363 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 72
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72

Abundance Scan 2349 (17.093 min): BG033658.D (-2345) (-) m/z 57.00 100.00%

g7
5000

127 151 207 236

16 80 17. 00 17. 20 17. 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57

m/z 43.00 82.82%
5000 IIIIIIIllllllllllll

85 16 80 17. 00 17. 20 17. 40

29 m/z 71.10 58.50%
DUl M8 141 160 197 225 253 282
ST P S Y e L L A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
16.80 17.00 17.20 17.40
5000 m/z 85.00 42.51%
85
29

113 141 184
WWWWWWWWWTWWWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #140552: Dodecane, 1-iodo-
57 16.80 17.00 17.20 17.40
m/z 41.00 38.74%
5000 85
29 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033658.D

Aca On 7 Apr 2018 9:55

Operator : SJ/JU

ﬁ?ggle i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 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 8 Trichloroacetic acid, tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.08 5.24 ng 212538 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Heptadecene 238 C17H34 006765-39-5 83
5 1-Tricosene 322 C23H46 018835-32-0 81

Abundance ~Scan 3198 (22.081 min): BG033658.D (-3191) (-) m/z 55.00 100.00%

5000

21.80 22.00 22.20 22.40
m/z 57.00 97 .93%

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189051: Trichloroacetic acid, tetradecyl ester

5000

111 21.80 22.00 22.20 22.40
‘ m/z 82.95 94 _90%
‘ H \“\

139
mw 198196 241

|

%

m/iz--> 0 50 250 300 350 400 450
Abundance
57
97
21.80 22.00 22.20 22.40
5000 m/z 43.00 92.78%
29 125

154 196224 269 320

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234187: 17-Pentatriacontene B BEa SR Eae
43 21.80 22.00 22.20 22.40
m/z 97.10 91.15%
5000 83
111
‘l 139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040618\

Data File : BG033658.D

Acq On : 7 Apr 2018 9:55

Operator : SJ/JU

3?22'6 i J2225-03 040218-DBRI-F-D-B
ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
Quant Title : 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 20.4 ng 200502 1 8.86 196330 20.0
2-Pentanone, 4-hy... 5.77 7.1 ng 69891 1 8.86 196330 20.0
unknown8 .37 8.37 70.8 ng 695062 1 8.86 196330 20.0
Hexadecane 16.24 2.8 ng 78233 3 15.48 560210 20.0
Eicosane 17.09 2.3 ng 82363 4 18.21 726966 20.0
Trichloroacetic a... 22.08 5.2 ng 212538 5 22.55 810558 20.0
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