LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106775.D

Aca On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample : J3573-05

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF061918 .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 5.213 485 489 499 rBB 101094 153239 6.46% 0.915%
2 5.607 551 556 560 rBY 1368485 1505199 63.43% 8.991%
3 6.607 721 726 730 rBVY 1219503 1599794 67.42% 9.556%
4 6.742 743 749 752 rBVY 1416652 1556964 65.62% 9.300%
5 6.960 782 786 789 rBB 432327 362762 15.29% 2.167%
6 7.119 808 813 816 rBVY 1309329 1285874 54.19% 7.681%
7 7.525 876 882 885 rBV 938755 1100312 46.37% 6.572%
8 8.242 999 1004 1007 rBV 487772 462690 19.50% 2.764%
9 9.319 1181 1187 1190 rBVY 1799124 1963934 82.77% 11.731%
10 9.707 1249 1253 1258 rBV 181676 161998 6.83% 0.968%
11 9.907 1283 1287 1292 rBV 38562 35197 1.48% 0.210%
12 10.001 1298 1303 1306 rBvV 634016 562981 23.73% 3.363%
13 10.407 1370 1372 1375 rVB 52809 41800 1.76% 0.250%
14 10.801 1433 1439 1442 rBV 1230683 1374472 57.92% 8.210%
15 10.883 1450 1453 1459 rBvV 52337 48861 2.06% 0.292%
16 11.495 1552 1557 1560 rBvV 719834 639932 26.97% 3.822%
17 12.572 1738 1740 1747 rVB 29875 24513 1.03% 0.146%
18 12.707 1760 1763 1767 rVB 54201 44595 1.88% 0.266%
19 12.942 1795 1803 1808 rBv2 43632 61774 2.60% 0.369%

20 13.083 1821 1827 1830 rBV 1884500 2372859 100.00% 14.173%
21 13.266 1853 1858 1864 rBV2 21880 25948 1.09% 0.155%
22 13.960 1972 1976 1989 rVB 226572 231341 9.75% 1.382%
23 14.154 2004 2009 2012 rBV 636594 599274 25.26% 3.580%
24 14.624 2085 2089 2094 rBV2 39107 50526 2.13% 0.302%
25 15.248 2192 2195 2198 rBV 17610 23822 1.00% 0.142%

26 15.712 2268 2274 2282 rBV 329361 450963 19.01% 2.694%

Sum of corrected areas: 16741624
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106775.D

Aca On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample : J3573-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106775.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106775.D

Aca On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample : J3573-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.21 8.45 ng 153239 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 488 (5.207 min): BF106775.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LR IR
| 83.0 | 4.80 5.00 520 5.40 5.60
o} Y X OO X | O e SN N m/z 59.00 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS DS R S
4.80 5.00 520 5.40 5.60
59.0 1010 m/z 101.10 19.75%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 15.56%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime o
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 9.66%
5000
101.0
o 180 30 || 58.0 690 86.0 .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106775.D

Aca On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample : J3573-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 85.84 ng 1556960 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106775.D (-743) (-) m/z 132.10 100.00%
13p.1
5000 68.1
AR S S LR
40.0 540 | 850 96|1 6.9 6.40 6.60 6.80 7.00
o MO A .- B R N | N m/z 68.10 38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR S S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.86%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.00 24.10%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.24%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106775.D

Aca On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample : J3573-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 7.72 ng 231341 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1976 (13.960 min): BF106775.D (-1972) (-) m/z 57.00 100.00%
57.0 83.0
5000
13.60 13.80 14.00 14.20
Ot rrrprerrilh m/z 83.05 89.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 U SR IR
13.60 13.80 14.00 14.20
29.0 m/z 54.95 88.72%
0 Ll 196.0 224.0  269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.00 87.09%
29.0
o 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131393: n-Nonadecanol-1 R R AREE S
430 830 13.60 13.80 14.00 14.20
m/z 97.10 79 .56%
5000
NECX 139.0 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062518\
Data File : BF106775.D

Acq On : 25 Jun 2018 17:03

Operator : JU/SJ

Sample - J3573-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 8.4 ng 153239 1 6.96 362762 20.0
unknown6 .74 6.74 85.8 ng 1556960 1 6.96 362762 20.0
Trifluoroacetoxy ... 13.96 7.7 ng 231341 5 14.15 599274 20.0
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