LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 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-BG041918.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 4.992 284 290 296 rVB 96468 143866 3.51% 0.562%
2 5.438 359 366 378 rVB 1171856 1887328 46.04% 7.378%
3 7.001 623 632 644 rBY 1173441 2058157 50.20% 8.045%
4 7.365 686 694 702 rBVY 1186340 2000305 48.79% 7.819%
5 7.829 766 773 780 rBV 297551 490253 11.96% 1.916%
6 8.147 818 827 835 rBV 860814 1480604 36.12% 5.788%
7 8.975 960 968 976 rBV 684983 1199103 29.25% 4.687%
8 10.609 1236 1246 1257 rBV 389649 696708 16.99% 2.723%
9 13.082 1659 1667 1675 rVB 1717110 2614603 63.78% 10.220%
10 13.916 1804 1809 1815 rBvV 197706 273776 6.68% 1.070%
11 14.381 1882 1888 1893 rBv2 33063 46022 1.12% 0.180%
12 14.457 1893 1901 1911 rVB2 610383 955662 23.31% 3.736%
13 15.332 2045 2050 2056 rVB 44880 55104 1.34% 0.215%
14 15.949 2148 2155 2166 rBVY 1526145 2276573 55.53% 8.899%
15 16.196 2192 2197 2201 rBvV2 40527 56394 1.38% 0.220%

16 17.207 2363 2369 2378 rBV2 816696 1252300 30.55% 4 _.895%
17 18.123 2520 2525 2540 rBV2 123154 206066 5.03% 0.806%
18 19.404 2738 2743 2754 rBV4 33666 66206 1.61% 0.259%
19 19.845 2812 2818 2824 rBV 3180283 4099677 100.00% 16.026%
20 20.544 2931 2937 2946 rBV 83635 109600 2.67% 0.428%

21 21.155 3036 3041 3050 rBV2 115246 181233 4.42% 0.708%
22 21.466 3087 3094 3102 rBV 1042840 1625483 39.65% 6.354%
23 23.129 3372 3377 3386 rVB 81823 140826 3.44% 0.550%
24 24.522 3602 3614 3625 rBV2 605140 1615920 39.42% 6.317%
25 29.592 4469 4477 4482 rBV10 15398 50375 1.23% 0.197%

Sum of corrected areas: 25582144
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG033964.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 5.87 ng 143866 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-0Octanol 130 C8H180 000589-98-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 290 (4.992 min): BG033964.D (-284) (-) m/z 43.00 100.00%
43
59
5000
1o 460 480 500 520 540
amy) s es &8 | /7 59,00 61.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS SRS AR
4.60 4.80 500 520 5.40
m/z 100.90 17.78%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.00 13.46%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- P T T T T
59 460 4.80 500 520 5.40
m/z 41.00 8.69%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 500 520 5.40

8270-BG041918.M Wed Apr 25 17:28:43 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.37 Concentration Rank 1

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

7.37 81.60 ng 2000310 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 695 (7.371 min): BG033964.D (-686) (-) m/z 131.90 100.00%
5000 68
0 st |l P 7o 70 740 760 780
DA N | NNNNN——— <} m/z 68.00  42.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS RN AR R
700 7.0 7.40 7.60 7.80
m/z 133.90 33.92%
31
'”I"tﬁllw'I'l'j?'”'l""l"“I""I”"I"'W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60 7.80
5000 og M6 m/z 66.00 27.50%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- O R R mman e
132 7.00 7.20 7.40 7.60 7.80
117 m/z 69.00 16.97%
5000
39 51 65 77 ot
-}?u??--H--“-ulM- '|""}??""'| N DN S U S U L
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.12 3.29 ng 206066 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2524 (18.117 min): BG033964.D (-2520) (-) m/z 72.95 100.00%
60 73
5000 129 M]\\th-
97 213 UNORRPVI i, =SS S
115 143157171185199 297 256 17.80 18.00 18.20 18.40
m/z 43.00 92 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 S SRR DU SRR B
17. 80 18 00 18. 20 18.40
m/z 60.00 85.77%
1Ji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 17.80 18.00 18.20 18.40
5000 29 129 m/z 57.00 68.62%
87 15 oh 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B EAAEEEEE s m e
43 60 73 17.80 18.00 18.20 18.40
m/z 55.00 67.74%
5000 129
29
L4u 143157171185199 242
15
R BN SRR SRR B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042418\
Data File : BG033964.D

Aca On : 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.23 ng 181233 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 96
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 94
Abundance Scan 3042 (21.161 min): BG033964.D (-3036) (-) m/z 57.00 100.00%

5000

:

125

20.80 21.00 21.20 21.40
m/z 55.00 96.29%

139 207
153168 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane
5

69 83

8

97

5000

20.80 21.00 21.20 21.40
m/z 83.00 94.67%

125

139153168182196210224238252 280
-

UK
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57

g

83
97 20.80 21.00 21.20 21.40

5000 m/z 43.00 92_70%
29 111

25
139153167182196210224 252 280
ﬁﬁwﬁw"nﬁwﬁwﬁwﬁmﬁw
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #127769: 5-Eicosene, (E)- M
55 20.80 21.00 21.20 21.40
m/z 69.00 83.41%
4 69 83
5000 97
111
2 125
ﬁ N j‘ 139153167 182196210224 252 280
R
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042418\
Data File : BG033964.D

Acq On 24 Apr 2018 21:20

Operator : SJ/JU

Sample : J2512-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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]
2-Pentanone, 4-hy... 4.99 5.9 ng 143866 1 7.83 490253 20.0
unknown? .37 7.37 81.6 ng 2000310 1 7.83 490253 20.0
n-Hexadecanoic acid 18.12 3.3 ng 206066 4 17.21 1252300 20.0
Cycloeicosane 21.16 2.2 ng 181233 5 21.47 1625480 20.0
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