LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 3.477 25 32 42 rBV 188374 415907 10.57% 2.281%
2 3.571 42 48 62 rvB 169138 296625 7.54% 1.626%
3 5.774 417 423 428 rBvV4 22745 40463 1.03% 0.222%
4 6.285 502 510 524 rBV2 262311 554691 14.09% 3.042%
5 7.971 790 797 812 rBV 141266 367009 9.32% 2.012%

6 8.371 857 865 888 rBvV 568215 1220677 31.01% 6.693%
7 8.859 940 948 959 rBvV 113350 257010 6.53% 1.409%
8 9.194 994 1005 1020 rBV 592669 1194524 30.35% 6.550%
9 10.057 1145 1152 1177 rBV 461890 1070187 27.19% 5.868%
10 11.738 1430 1438 1457 rBV 182487 402398 10.22% 2.206%
11 14.100 1833 1840 1858 rBV 1444291 2533475 64.37% 13.892%
12 14.893 1970 1975 1980 rBV 48159 73046 1.86% 0.401%
13 15.474 2067 2074 2082 rBV2 358967 615232 15.63% 3.374%
14 16.238 2200 2204 2209 rBV2 37362 50981 1.30% 0.280%
15 16.949 2318 2325 2345 rBV 1286181 2152732 54.70% 11.804%
16 17.090 2345 2349 2357 rVB2 31425 59954 1.52% 0.329%
17 18.207 2532 2539 2553 rBV 482562 884745 22.48% 4_.851%
18 19.000 2670 2674 2681 rBV5 55854 98547 2.50% 0.540%

19 20.727 2962 2968 2980 rBV 2853285 3935766 100.00% 21.581%
20 22.067 3191 3196 3210 rBV3 86909 183436 4.66% 1.006%

21 22.548 3271 3278 3290 rBV 461479 911489 23.16% 4.998%
22 26.315 3903 3919 3936 rBV2 255256 918273 23.33% 5.035%

Sum of corrected areas: 18237167
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\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: BG033687.D
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8.37 9.19
500000 10.06

3387 6.29 7.97 8.86 11.74

5.77

04
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033687.D

20.73

2500000
2000000

1500000 14.10
16.95
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22,07 Ag
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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: BG033687.D
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1500000
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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\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 23.08 ng 296625 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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 48 (3.571 min): BG033687.D (-42) (-) m/z 73.00 100.00%
3
5000 43 /\\
55 87
37 - 340 360 380  4.00
et e e M/Z 43.00  39.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3m 3.60 3. 4.00
55 87 m/z 87.00 27.63%
29
"|""|'?§'|""|""|"§?|"'?P“"|""|""|'"'l""l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 LU L L N
340 360 3.80 4.00
5000 41 55 m/z 55.00 27 .54%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T
73 340 360 380  4.00
m/z 41.00 12.68%
5000
45
29
Ll 34 ‘ 5\5 67 |, 101 j\/\\

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.40 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 6

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

5.77 3.15 ng 40463 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 72
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butanoic acid. 3-hvdroxy-3-methyvy... 132 C6H1203 006149-45-7 9
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 9
5 _alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 9

Abundance Scan 422 (5.768 min): BG033687.D (-417) (-) m/z 43.00 100.00%
43
5000 59
1o 540 5.60 5.80 6.00 6.20
51 : : : : :
...,....,....,...:l,'-....,-..:!,....,.7.4..,5.‘?..,....,|....,....,... m/z 59.00 47.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
540 5.60 5.80 6.00 6.20
m/z 100.90 18.87%
25 31 37 | 83 gz 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
S ARANRARRERAR AR
540 5.60 5.80 6.00 6.20
5000 m/z 58.00 10.72%
101
15 27 " 71
T ""I""I§§"I"' ﬁq "'|§§"|"'Z% '?p'l""l""l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14332: Butanoic acid, 3-hydroxy-3-methyl-, methy! ester
43 540 5.60 5.80 6.00 6.20
59 m/z 41.00 9.14%
5000
85
31 24 117
”'P'”I”““M”'N'”I”'W'”'Pl”l”'W'”;wh'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 1

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

8.37 94 .99 ng 1220680 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 865 (8.371 min): BG033687.D (-857) (-) m/z 132.00 100.00%
132
5000 68 s
75 ® ‘ 8.00 8.20 8.40 8.60 8.80
103 . . . . .
..,....,....,...!!'!.‘.‘.7" .6:1!-.'.|,..':-.,..5.‘.7,....,.':..,.1.1:‘3.,....,'.~..,.. m/z 68.00 50.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R SRR SRR AR
8.00 8.20 8.40 8.60 8.80
a1 70 m/z 66.00 33.25%
[ 45l 89 77 86 | 105 116 ﬂ
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 AR SRR AR AR
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 29.86%
3144 51 8
wwmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- R AR ERmT eSS

132 800 820 840 860 880
m/z 69.00 20.92%

5000
63 90 104
- T A e A = - [

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\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.00 2.23 ng 98547 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 Undecanoic acid 186 C11H2202 000112-37-8 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 2674 (19.000 min): BG033687.D (-2670) (-) m/z 73.00 100.00%
3 B
5000
18160 18,80 19.00 19.20 19.40
m/z 43.05 82.30%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #72648: Tridecanoic acid
73
43
5000 RS R B
129 mmmmmmmmmm
‘ 171 514 m/z 59.95 82.12%
1\8‘\‘”\ ”‘l“hm‘“‘i”"‘:||‘|||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400
Abundance
60
18.60 18.80 19.00 19.20 19.40
5000 g m/z 57.00 81.52%
g5 129
o7 | 157 186
mz-> 0 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid R N AR
48 7 18.60 18.80 19.00 19.20 19.40
m/z 55.05 59.71%
5000 256
129
213
157 185
.M?Lwn,hl.ﬂiﬁ.u.,....,....,....,.... Sl ot LA
miz--> 0 50 100 150 200 250 300 350 400 18 60 18. 80 19. oo 19 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033687.D

Aca On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample : J2236-03

Misc :

ALS Vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
22.07 4.02 ng 183436 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 1-Eicosene 280 C20H40 003452-07-1 93
3 Cvcloeicosane 280 C20H40 000296-56-0 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Cyclotetracosane 336 C24H48 000297-03-0 90
Abundance Scan 3197 (22.073 min): BG033687.D (-3191) (-) m/z 55.00 100.00%
56
83
5000
139 168189 223 295 21.80 22.00 22.20 22.40
248269 e M6 w/z 57.00  75.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 N RN BN A B
21'80 22.00 22.20 22.40
29 111 m/z 69.00 69.12%
AL \\“ | m 10167 196223 252280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 97
21,80 22.00 22,20 22.40
5000 m/z 43.00 67.28%
125
280
29 193 182 210 252
mz-> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane R BRRRE BE s S
55 21.80 22.00 22.20 22.40
83 m/z 41.00 67 .09%
5000
29 111
144 I l { 1129 168 196 224 252 280
m/z--> 5 100 150 200 250 300 350 400 21'80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
Data File : BG033687.D

Acq On : 9 Apr 2018 19:09

Operator : SJ/JU

Sample - J2236-03

Misc :

ALS Vial : 16 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 23.1 ng 296625 1 8.86 257010 20.0
2-Pentanone, 4-hy... 5.77 3.1 ng 40463 1 8.86 257010 20.0
unknown8 .37 8.37 95.0 ng 1220680 1 8.86 257010 20.0
Tridecanoic acid 19.00 2.2 ng 98547 4 18.21 884745 20.0
5-Eicosene, (E)- 22.07 4.0 ng 183436 5 22.55 911489 20.0
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