LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG112818\
Data File : BG038207.D

Aca On : 28 Nov 2018 19:53

Operator : JU/SJ

Sample : J6083-01

Misc :

ALS Vial : 6 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-BG111318.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 5.168 314 320 327 rBV 41412 69781 2.66% 0.452%
2 5.632 392 399 410 rBV 737868 1234371 47.12% 7.995%
3 7.236 664 672 685 rBV 820055 1508404 57.58% 9.770%
4 7.612 728 736 748 rBV 746850 1327124 50.66% 8.596%
5 8.082 810 816 825 rBV 128314 228300 8.72% 1.479%
6 8.405 864 871 880 rBV 522850 960537 36.67% 6.221%
7 9.263 1009 1017 1031 rBV 503945 924755 35.30% 5.989%
8 10.902 1288 1296 1307 rVB 186493 350417 13.38% 2.270%
9 13.340 1704 1711 1719 rBVY 1290644 2020333 77.12% 13.085%
10 14.163 1845 1851 1857 rBvV 50664 71056 2.71% 0.460%

11 14.721 1939 1946 1954 rBV2 303935 500130 19.09% 3.239%
12 16.208 2192 2199 2215 rBV2 892662 1434069 54.74% 9.288%
13 17.465 2407 2413 2425 rBV2 364524 586740 22.40% 3.800%
14 20.068 2850 2856 2868 rBV 1991836 2619595 100.00% 16.967%

15 20.832 2982 2986 2991 rBvV 30261 35918 1.37% 0.233%
16 21.349 3068 3074 3088 rBvV 42713 90464 3.45% 0.586%
17 21.748 3136 3142 3152 rBV2 351730 627891 23.97% 4_.067%
18 21.895 3162 3167 3176 rBvV 37769 59957 2.29% 0.388%
19 22.518 3267 3273 3279 rBvV 34539 57372 2.19% 0.372%
20 23.217 3387 3392 3402 rVB2 30451 59896 2.29% 0.388%
21 24.040 3526 3532 3540 rVB3 23088 50769 1.94% 0.329%
22 25.021 3690 3699 3700 rBV5 22224 43700 1.67% 0.283%
23 25.074 3700 3708 3725 rVB3 158125 537360 20.51% 3.480%
24 26.172 3887 3895 3904 rVB6 13599 40704 1.55% 0.264%
Sum of corrected areas: 15439643
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112818\
Data File : BG038207.D

Aca On - 28 Nov 2018 19:53

Operator : JU/SJ

Sample : J6083-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038207.D
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5.63 7.61
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500000 9.26

8.08 10.90

5.17
0 LI 0w o L e o L

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038207.D
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13.34

1000000 16.21

500000 1726
14.72 ' 2175
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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: BG038207.D

1500000
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500000

25.07
2322 2404 25/p2 26.17

R G et R R R aa aaa a RARAR A=

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\HPCHEMI\BNA G\DATA\BG112818\
Data File : BG038207.D

Aca On : 28 Nov 2018 19:53

Operator : JU/SJ

Sample : J6083-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 6.11 ng 69781 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 320 (5.168 min): BG038207.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS LA L L I
| 83.0 | 480 5.00 520 5.40 5.60
ottt e e e e m/z 59.00 52.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR N UL U
480 5.00 520 5.40 5.60
59.0 m/z 58.00 16.66%
27.0 83.0 101.0
S AR RS AR ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 101.00 16.60%
410 101.0
Oy 180 2T 1) sL0y 890 e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e A
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.30%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112818\
Data File : BG038207.D

Aca On : 28 Nov 2018 19:53

Operator : JU/SJ

Sample : J6083-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 116.26 ng 1327120 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 736 (7.612 min): BG038207.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 ‘ 9.0 720 7.40 7.60 7.80 8.00
0....,...:I'!..:,!!..,:!-.'.|,.H:?.??:?..!.,?‘?‘.3'.0,....,....,-'...,.. m/z 68.00  41.59%
m/z--> 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
5000 RN AR AR AR S

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.09%

31.0 51.0
0....,|...'!-,.!..,”...,...!i.-.?P',Q...,....,..-..,....,...., |-
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.61%
33.0 44.0 0.0 105.0
], 0T mo Lm0 |

o NN} M.

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.00 17.63%
5000
67.0
80.0 91.0
429 40 ] 1060 1370 |

O R o e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112818\
Data File : BG038207.D

Aca On : 28 Nov 2018 19:53

Operator : JU/SJ

Sample : J6083-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Sulfurous acid, 2-propyl te... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.35 2.88 ng 90464 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 90
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 3074 (21.349 min): BG038207.D (-3068) (-) m/z 57.00 100.00%
57.0
5000 85.0
11.0 21.00 21.20 21.40 21.60
141.0 266.9 .
ol J' y Hi,l Lot 2088 209 3™0 h/7 43.00 66.81%
m/z--> 50 100 150 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0
5000
21.00 21.20 21.40 21.60
97.0 m/z 71.00 56.96%
o ] || 1250  1680197.0 2310 261.0
m/z--> 50 100 150 200 250 300 350
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
21.00 21.20 21.40 21.60
5000 m/z 85.00 41.15%
85.0
2250 1| 1101990 1690 107022102520 2310 aar
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0 21.00 21.20 21.40 21.60
m/z 55.00 39.51%
71.0
5000 970
o ‘ I} | [P0 15501830 22402530
m/z--> 50 100 150 200 250 300 350 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\BG112818\
Data File : BG038207.D

Acq On : 28 Nov 2018 19:53

Operator : JU/SJ

Sample - J6083-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 6.1 ng 69781 1 8.09 228300 20.0
unknown7 .61 7.61 116.3 ng 1327120 1 8.09 228300 20.0
Sulfurous acid, 2... 21.35 2.9 ng 90464 5 21.75 627891 20.0
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