LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043022.D
Aca On : 4 Oct 2019 3:05 Instrument :
Operator : JU gll\!A_ctsS o

- _ lentosampleld :
3?22Ie - (5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 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-BG092519 .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 3.182 9 16 24 rBvV3 74513 188231 4.34% 0.735%
2 3.258 24 29 41 rVB 96854 173460 4 _.00% 0.678%
3 5.650 428 436 447 rBVY 1063224 1784239 41.18% 6.971%
4 7.242 698 707 723 rBVY 1133415 2079525 47 .99% 8.125%
5 7.606 761 769 778 rBVY 1132769 1981897 45.74% 7.743%

8.065 839 847 855 rBV 251682 443102 10.23% 1.731%
8.394 893 903 913 rBV 834248 1490736 34.40% 5.824%
9.228 1035 1045 1056 rBvV 654948 1233119 28.46% 4.818%
10.867 1318 1324 1332 rBVY 313570 580336 13.39% 2.267%
13.311 1733 1740 1755 rBV 1835852 2829629 65.30% 11.055%

=
QO ~NO®

11 14.134 1874 1880 1892 rBV 183128 272845 6.30% 1.066%
12 14.686 1967 1974 1982 rBV 566375 875509 20.21% 3.421%
13 16.173 2217 2227 2242 rBV 1630838 2603936 60.10% 10.173%
14 17.430 2434 2441 2455 rBV 708966 1096521 25.31% 4.284%
15 17.548 2455 2461 2467 rVB5 34897 51249 1.18% 0.200%

16 18.317 2587 2592 2601 rBV2 118405 181294 4.18% 0.708%
17 20.039 2878 2885 2892 rBV 3061679 4332953 100.00% 16.929%
18 21.349 3103 3108 3126 rBV3 101149 414930 9.58% 1.621%
19 21.696 3160 3167 3179 rBV2 774353 1292429 29.83% 5.049%
20 23.200 3420 3423 3430 rVB4 32235 51413 1.19% 0.201%

21 24.005 3553 3560 3568 rBV2 45889 114380 2.64% 0.447%
22 24.921 3705 3716 3729 rBV2 471999 1417177 32.71% 5.537%
23 26.096 3910 3916 3926 rVB6 40419 106375 2.46% 0.416%

Sum of corrected areas: 25595285
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043022.D
3000000

2500000
2000000

1500000

7.24 7.61
1000000 8.39

500000 8.06 10.87

33186

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9. 50 10.00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG043022.D
3000000 20.04

2500000

20000001 13 39

16.17
1500000

1000000 21.70

17.43
14.69
500000

14.13
755 18.32 21.35

O e B o o i L e o L e e o e e e e e e e

Time--> 13.00 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: BG043022.D
3000000

2500000
2000000
1500000

1000000

24.92

500000
23.20 2_4&00 k 26.10

O T T T e T T T o T T e T T T T o o T o T T e T T e o e e e e

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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Cyanic acid, 2-methylpropyl... Concentration Rank 3

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

3.18 8.50 ng 188231 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 87
2 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 72
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
4 2-Acetvipiperidine 127 C7H13NO 097073-22-8 59
5 1-Hexene 84 C6H12 000592-41-6 53

Abundance Scan 16 (3.182 min): BG043022.D (-9) (-) m/z 56.10 100.00%
56
84
5000
3.20 3.30 3.40 3.50 3.60
o .l.n..,....,....,.2?1..,.2‘?8..,....?5.6...,...4?2, m/z 84.05 60.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1457: Cyclohexane
56
84
5000 AU UL UL AN AR
27 3.20 3.30 3.40 3.50 3.60
m/z 41.10 59.55%
0 ?J'l AU DAL BRI UURLELELN SRR SRR B SURL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3522: Cyanic acid, 2-methylpropyl ester
41
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 41.18%
]J 84
e S L U 0 L U L WU S UL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1488: 1-Pentene, 2-methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.05 21.34%
5000 84
29‘
0 I'ﬂ"ﬁﬂ"l""l""I"”I""I""I""I”"I RN A UL UL A AR
m/z--> 0 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.

3.26 7.83 ng 173460 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Mvo-Inositol. 2-C-methvl- 194 C7H1406 000472-96-8 36
4 Mvo-Inositol. 4-C-methvl- 194 C7H1406 000472-95-7 36
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33

Abundance Scan 29 (3.258 min): BG043022.D (-24) (-) m/z 73.10 100.00%
3 ?
5000 43
3.20 3.30 3.40 3.50 3.60 3.70
o 141 207 281297 339 m/z 43.10 39.10%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
95 3.20 3.30 3.40 3.50 3.60 3.70
- m/z 55.10 29.40%
o 9
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.10 25.75%
29‘
0 H\ ‘ ‘ inin \l 97 115
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #56664: Myo-Inositol, 2-C-methyl-
78 3.20 3.30 3.40 3.50 3.60 3.70
m/z 71.10 10.90%
5000
43
o | g1, 116 140158 179
mz-> 20 & & %1m1m1m1m1m2m2m2m2m2m3&3m3% 3.20 3.30 3.40 3.50 3.60 3.70

8270-BG092519.M Fri Oct 04 15:18:33 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 wunknown7.61 Concentration Rank 1

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

7.61 89.46 ng 1981900 1,4-Dichlorobenzene-d4 8.07
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 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 770 (7.612 min): BG043022.D (-761) (-) m/z 132.00 100.00%
132
5000 68
i TR T 7k 7 5k
0,”..,”..3” T T T T e e m/z 68.10 43.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AR RARASRARASRARSENY
7.20 7.40 760 7.80 8.00
70 m/z 134.00 33.43%
Ol”ij”h"I” LU L LI L N UL I B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R L L L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.55%
31
OI”J“!'J'I"”I"'W""""I”"I'”'I"”I"'W"'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.49%
5000
og 63 104
0|""'|"Jl"'!'|"' [ DAL DL L AL S UL B L S L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.31 ng 181294 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Undecanoic acid 186 C11H2202 000112-37-8 50

Abundance Scan 2592 (18.317 min): BG043022.D (-2587) (-) m/z 73.10 100.00%

73

5000

18.00 18.20 18.40 18.60

o m/z 60.00 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129
18.00 18.20 18.40 18.60
m/z 43.10 76.74%
213
JM 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 L&
57 18.00 18.20 18.40 18.60
5000 m/z 55.10 70.65%
29
129 171 214
| t T 101 ‘ 143157 | 185
Ol o ‘,‘,,,,‘ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 |73 18.00 18.20 18.40 18.60
5 m/z 41.10 63.05%
5000 129
29
199
‘ ‘ 193157171185 242
NECHN |
RRRREERRRaY

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043022.D

Aca On : 4 Oct 2019 3:05

Operator : JU

a?ggle : K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 6.42 ng 414930 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
4 1-Tricosene 322 C23H46 018835-32-0 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 3108 (21.349 min): BG043022.D (-3103) (-) m/z 57.10 100.00%
57
83
5000
111
139 182209 21.00 21.20 21.40 21.60
ol A4 L, 182 230 Apsioss M7 52 a7z 55.10  78.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 N IR BRI UL
29 111 21.00 21.20 21.40 21.60
m/z 43.05 68.00%
0 J 1 139167 196224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
56
83 21.00 2120 21.40 21.60
5000 m/z 83.10 62.42%
29 111
o J l 1139167 196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)-
87 83 21.00 21.20 21.40 21.60
m/z 69.05 61.09%
5000
29 111
ol | 139168196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043022.D

Acq On : 4 Oct 2019 3:05

Operator : JU

a?ggle - K5181-02 SOUTH-AVENUE-2-ABCD
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
Cyanic acid, 2-me... 3.18 8.5 ng 188231 1 8.07 443102 20.0
Butane, 2-methoxy... 3.26 7.8 ng 173460 1 8.07 443102 20.0
unknown7 .61 7.61 89.5 ng 1981900 1 8.07 443102 20.0
n-Hexadecanoic acid 18.32 3.3 ng 181294 4 17.43 1096520 20.0
3-Eicosene, (E)- 21.35 6.4 ng 414930 5 21.70 1292430 20.0
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