LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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 height area % max. total
1 3.131 44 50 64 rvB 2481145 4371544 58.84% 9.522%
2 5.334 416 425 434 rBV 546921 891888 12.00% 1.943%
3 5.798 495 504 512 rBV 1605905 2714051 36.53% 5.912%
4 7.402 769 777 787 rBV 1719716 3117868 41.96% 6.791%
5 7.790 835 843 852 rBV 1627946 2942272 39.60% 6.409%

8.266 918 924 935 rVB 433578 811527 10.92% 1.768%
8.595 972 980 988 rBV 1278632 2333571 31.41% 5.083%
9.447 1116 1125 1133 rBV 1072916 2032447 27.36% 4.427%
11.098 1396 1406 1413 rBV 565395 1084512 14.60% 2.362%
13.507 1806 1816 1828 rBVY 2700692 4405288 59.29% 9.596%

=
QO ~NO®

11 14.323 1948 1955 1961 rBV 509486 747550 10.06% 1.628%
12 14.882 2042 2050 2058 rBV 911098 1501264 20.21% 3.270%
13 16.368 2294 2303 2312 rBV 2153458 3499814 47.11% 7.623%
14 16.544 2328 2333 2339 rBV3 58171 107844 1.45% 0.235%
15 17.625 2509 2517 2525 rBV2 1258811 1951810 26.27% 4_.251%

16 20.205 2950 2956 2962 rBV 5814394 7429769 100.00% 16.183%
17 21.497 3171 3176 3184 rBV2 229848 372070 5.01% 0.810%

18 21.920 3241 3248 3255 rVB 1584175 2728574 36.72% 5.943%
19 25.352 3817 3832 3843 rBvV2 915315 2866099 38.58% 6.243%

Sum of corrected areas: 45909762
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On : 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG024578.D

3.13

5.80
9.45

5.33 11.10

o}
Time-->

300 350 400 450 500 550 600 6.50 7.00

7.50 8.00 8.50 900 9.50 1000 1050 1100 1150 1200 1250

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG024578.D
20.20

13.51
16.37

21.92
17.63
14.88

14.32
21.50

6.54

L
T T T

0
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

5000000

4000000

3000000

2000000

1000000

TIC: BG024578.D

25.35

)

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\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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 1 unknown3.13 Concentration Rank 1

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

3.13 107.74 ng 4371540 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 50 (3.131 min): BG024578.D (-44) (-) m/z 73.10 100.00%
7B
| /\
5000
300 320 340
el k132162191 223252 298 345 400 456489 526 ' 'm/z 43.10 54.59%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 L LA R L
300 320 3.40
m/z 89.10 33.26%
“‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

43

;::::::>

89 3.00 320 3.40

5000 m/z 41.10 11.02%

17

m/z--> 0 50 100 150 200 250 300 350 400 450 500

=

Abundance #855: 1-Propanol, 2-methyl- e R
43 3.00 320 3.40
m/z 45.10 8.48%
5000
74
— e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3 20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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 unknown5.33 Concentration Rank 4

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

5.33 21.98 ng 891888 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 4-Pentene-2-ol, 2-methyl 100 C6H120 000624-97-5 17
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 424 (5.328 min): BG024578.D (-416) (-) m/z 43.05 100.00%
ile]
5000
T Th 550 540 k0 |
02143 176207 261 296 327352 388 S m/z 59.10 68.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime
43

5000 LA L L L L L L L LB |
5.00 520 5.40 5.60
101 m/z 101.10 20.70%
e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
T T T
5.00 520 5.40 5.60
5000 m/z 58.10 17.58%
15 101

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e ARRRERRa
59 5.00 5.20 5.40 5.60
m/z 41.10 9.35%
5000
\ 126
L B L B B A M s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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 3 unknown7.79 Concentration Rank 2

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

7.79 72.51 ng 2942270 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 843 (7.790 min): BG024578.D (-835) (-) m/z 132.10 100.00%
132
68
5000
P i 177208 265 302 355 402 440 475503 543 740 7.60 780 800 820
b A R e SR e || m/Z 68.10  56.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 97 SRR AN SRS AR
7.40 7.60 7.80 8.00 8.20
aq 70 m/z 66.10 38.22%
‘ Ly
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
132
69 A RN RN R
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 32.59%
31
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R e R e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 24 _77%
5000
69
103
"hﬁl'w"' LIS SR UL UL AL UL BRI UURIL I LR RN RN R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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 5 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.73 ng 372070 Chrysene-d12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 Fumaric acid, 2-chloropropyl dod... 360 C19H33Cl104 1000348-57-0 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
Abundance Scan 3176 (21.497 min): BG024578.D (-3171) (-) m/z 57.05 100.00%
57 g3
5000 Ml
139 208 253 21.20 21.40 21.60 21.80
o ,....,..J.. Bl 200 327300300400 A8 n/z 43.10 98.31%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #220104: Heptafluorobutyric acid, pentadecy! ester
57
83
5000
111 21.20 21.40 21.60 21.80
210 m/z 55.05 87.97%
29
ey M‘ H ‘\ h 39 ‘ l...2‘73?...,....,....4,0.6...,....,
m/z--> 0 50 200 250 300 350 400 450
Abundance
43
21.20 21.40 21.60 21.80
5000 83 m/z 83.10 83.07%
111

140168196224 266294 322

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #166291: Behenic alcohol

43 21.20 21.40 21.60 21.80

m/z 69.10 68.45%
5000 83
18 111
‘ 139168196224250280308
R .”.,..”,... T e e

m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024578.D

Acq On > 1 Nov 2016 5:42

Operator : UM/SJ

Sample - H5445-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
Quant Title : 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]
unknown3.13 3.13 107.7 ng 4371540 1 8.27 811527 20.0
unknown5.33 5.33 22.0 ng 891888 1 8.27 811527 20.0
unknown7 .79 7.79 72.5 ng 2942270 1 8.27 811527 20.0
Heptafluorobutyri... 21.50 2.7 ng 372070 5 21.92 2728570 20.0
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