LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30 Instrument :

Operator : HP/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?2?;'6 - (2697-04 MW-4-20190502

ALS Vial : 13 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-BG042319.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 3.153 5 11 19 rBvV 287517 518972 8.70% 2.037%
2 3.229 19 24 42 rVB 808187 1144783 19.18% 4.493%
3 5.674 433 440 448 rBV 557910 884398 14.82% 3.471%
4 7.278 706 713 722 rBV 423798 704185 11.80% 2.764%
5 7.665 769 779 791 rBVY 1003420 1719528 28.81% 6.748%

8.141 853 860 872 rBV 172656 309664 5.19% 1.215%
8.464 908 915 923 rBV 772483 1348637 22.60% 5.293%
9.322 1053 1061 1071 rBV 799284 1448450 24.27% 5.684%
10.967 1333 1341 1349 rBV 226707 412147 6.91% 1.617%
13.400 1744 1755 1762 rBV 2054203 3260398 54.63% 12.795%

=
QO ~NO®

11 14.775 1982 1989 1998 rBV2 394405 639587 10.72% 2.510%
12 16.255 2234 2241 2258 rBV 1688142 2614581 43.81% 10.261%
13 17.513 2448 2455 2462 rBV 595967 907320 15.20% 3.561%
14 20.110 2891 2897 2909 rBV 4518257 5967952 100.00% 23.421%
15 21.796 3178 3184 3197 rBV 577990 1005319 16.85% 3.945%

16 21.955 3206 3211 3216 rVB 68518 88302 1.48% 0.347%
17 22.583 3312 3318 3326 rVB 120229 181579 3.04% 0.713%
18 23.300 3434 3440 3447 rVB2 163662 303475 5.09% 1.191%
19 24.134 3575 3582 3591 rVB3 163633 362732 6.08% 1.424%
20 25.139 3743 3753 3774 rBv4 304064 1168871 19.59% 4_587%

21 26.308 3943 3952 3962 rVB2 100373 309087 5.18% 1.213%
22 27.724 4183 4193 4207 rBV5 49175 181207 3.04% 0.711%

Sum of corrected areas: 25481174
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319 .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: BG040775.D
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Abundance TIC: BG040775.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 3

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

3.23 73.94 ng 1144780 1,4-Dichlorobenzene-d4 8.15
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 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 24 (3.229 min): BG040775.D (-19) (-) m/z 73.00 100.00%
7B

-

5000 43
| 3.20 3.30 3.40 3.50 3.60
o‘m‘l,ﬁJ..,....,...."]0.7.?3.8,....,....,....,....4,5? m/z 43.00 42.83%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000
43 3.20 3.30 3.40 3.50 3.60
l m/z 55.00 28.64%
i

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

o
~
()

3.20 3.30 3.40 3.50 3.60

5000 41 m/z 87.00 27 .32%
1 h 97 129
O+t e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 12.90%
5000 87
oL
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 unknown7.67 Concentration Rank 1

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

7.67 111.06 ng 1719530 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 780 (7.671 min): BG040775.D (-769) (-) m/z 132.00 100.00%
32
5000 68
40 96 U U UL L R
4 7 103 7.40 7.60 7.80 8.00
o.,....,...!!'....,.!..??r!-.'.|,..':.,..f.‘?,..!n,.'!n.,.l.l?.,....,"...,.. m/z 68.00 51.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U AU L L R
7.40 7.60 7.80 8.00
78 m/z 66.00 36.14%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 32.58%
70
31
mz-> % 90 40 50 80 70 8 90 100 110 130 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- e B EEAREmE s
132 7.40 7.60 7.80 8.00
m/z 69.00 21.42%
5000
78 104
39 51 63 9 ‘
0 w"%Tl"Jh”'"HM"'NMH'l"JhV"'lw"'w"'l'}}z""l‘“' T U U UL L R
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 5 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.58 3.61 ng 181579 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3317 (22.577 min): BG040775.D (-3312) (-) m/z 57.05 100.00%
57
5000 85
113 141 169 120207 22.20 22.40 22.60 22.80
oL 38 A | {77 M 109 180207225044 265283 309 356 m/z 43.00 64.32%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85
22.20 22.40 22.60 22.80
m/z 71.00 53.08%
113 324
. 3} B | N 109 197 239 267 g9
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 37 .98%
o-rik J L M3, 14 160 197 % 567 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- e PPt
57 22.20 22.40 22.60 22.80
m/z 55.00 27 .91%
5000 85
L2 J | L [P ,141 160 103210 p39 267 309 335 366
m/z--> 50 100 150 200 250 300 350 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.30 6.04 ng 303475 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 1-lodoundecane 282 C11H23lI 004282-44-4 87
Abundance Scan 3440 (23.300 min): BG040775.D (-3434) (-) m/z 57.00 100.00%
57
5000 85
113 141 23.00 23.20 23.40 23.60
ol 38 I | 4557, 141 163183 207225 253 281 330 m/z 43.10 70.36%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 USRS UAUE
23.00 23.20 23.40 23.60
m/z 71.05 56.71%
. 20111 113 (141 160 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #175557: Tetracosane
57
23.00 23.20 23.40 23.60
5000 P m/z 84.95 45 .02%
29
oL ‘ J‘ | ) M2 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 350
Abundance #129492: Eicosane R e e R RaR
57 23.00 23.20 23.40 23.60
m/z 55.00 24 .75%
5000
85
29
o w || ] s 141 169 197 225 253 282
m/z--> 55 160 150 260 250 300 3éo 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .13 6.21 ng 362732 Perylene-d12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3581 (24.128 min): BG040775.D (-3575) (-) m/z 57.00 100.00%
57
5000 85 )\
113 Bmmmmmmm
141169197
ob L LA L 200107 225052 282310 900 801 i T a3 65" 70.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85 UV AR
Bmmmmmmm
m/z 71.05 56.78%
29 113141
opr i AL 109197225268 205323 367
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.10 46.99%
29 113
ok L | |47 241160107 205253 296
miz--> 0 §o 160 1%0 260 2éo 360 3éo 460 4%0 560
Abundance #185535: Heptadecane, 9-octyl- R EEEEEEELms EEEEEERES
57 Bmmmmmmm
m/z 55.00 24 .44Y%
5000 85
o J J. J fﬁi1§1}§9197 2319267294323352
miz--> 0 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&1;0 5(')0 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.31 5.29 ng 309087 Perylene-di12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
Abundance Scan 3952 (26.308 min): BG040775.D (-3943) (-) m/z 57.00 100.00%
57
5000 85
113 141 207 26.00 26.20 26.40 26.60
ol \ T 100, L) 289266 204 357379 430 | 01760 69.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 U AU
26.00 26.20 26.40 26.60
m/z 43.00 69.46%
ol 3 ﬂ113 141 169 210 239 267 309 335 366
m/z--> 56 100 1éo 200 250 300 350 400
Abundance #194493: Hexacosane
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.10 45 .40%
. ZPJ ﬁ | | 153,141 169 197 225 253 205 303 367
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 26.00 26.20 26.40 26.60
m/z 55.00 28.61%
5000 85
oL.3 L 1 le3 141 169 197 23° 267 294 323 352
m/z--> 50 100 150 200 2%0 300 350 400 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO50719\

Data File : BG040775.D

Aca On : 7 May 2019 18:30

Operator : HP/JU

ﬁ?ggle i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
27.72 3.10 ng 181207 Perylene-d12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 4192 (27.718 min): BG040775.D (-4183) (-) m/z 57.00 100.00%
57
5000
85
111 27.40 27.60 27.80 28.00
141 165 196 224 282 357
ol A i B LTRSS S8 T Tm/z 43.00  57.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000

27.40 27.60 27.80 28.00
m/z 71.00 55.03%

113
29 1
oL DL AL o oo oy 22
m/z--> 50 1 O 150 200 250 300 350
Abundance #202661: Heptacosane
57
27.40 27.60 27.80 28.00
5000 85 m/z 85.05 32.89%
29
oL .‘J I “113 141 169 197 225 253 281 309 337 380
....,.... A
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 27.40 27.60 27.80 28.00
m/z 41.00 18.96%
5000 85
29
LT j 1 “113 141 160 107 205 253 295 323 367
e A
m/z--> 50 100 150 200 250 300 350 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO50719\

Data File : BG040775.D

Acg On : 7 May 2019 18:30

Operator : HP/JU

3?22'6 i K2697-04 MW-4-20190502
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.23 73.9 ng 1144780 1 8.15 309664 20.0
unknown? .67 7.67 111.1 ng 1719530 1 8.15 309664 20.0
Tricosane 22.58 3.6 ng 181579 5 21.80 1005320 20.0
Hexacosane 23.30 6.0 ng 303475 5 21.80 1005320 20.0
Heneicosane 24.13 6.2 ng 362732 6 25.14 1168870 20.0
Docosane, 11-butyl- 26.31 5.3 ng 309087 6 25.14 1168870 20.0
Eicosane 27.72 3.1 ng 181207 6 25.14 1168870 20.0
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