LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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:\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 heiaht area % max. total
1 2.982 18 24 36 rvB2 360005 1022159 7.77% 1.368%
2 3.129 43 49 68 rvB 6906636 13159778 100.00% 17.611%
3 3.276 68 74 86 rvB 391205 937555 7.12% 1.255%
4 5.332 418 424 431 rBV 586470 983657 7.47% 1.316%
5 5.797 496 503 512 rBV 2648122 4577005 34.78% 6.125%

7.406 769 777 786 rBV 2875298 5084421 38.64% 6.804%
7.794 834 843 852 rBvV 2729782 4815607 36.59% 6.444%
8.270 917 924 937 rVB2 453395 851267 6.47% 1.139%
8.593 970 979 988 rBV 2008117 3599467 27.35% 4.817%
9.445 1116 1124 1134 rBV 1731622 3192873 24.26% 4._.273%

=
QO ~NO®

11 11.096 1397 1405 1415 rBV 582584 1123249 8.54% 1.503%
12 13.511 1808 1816 1822 rBV 4029634 6587726 50.06% 8.816%
13 14.322 1947 1954 1960 rVB 938547 1427636 10.85% 1.911%
14 14.880 2041 2049 2056 rBV 941003 1548538 11.77% 2.072%
15 16.366 2295 2302 2312 rBV 4040367 6288529 47.79% 8.415%

16 16.543 2326 2332 2341 rBV2 91364 169490 1.29% 0.227%
17 17.624 2510 2516 2527 rVB2 1265489 1981641 15.06% 2.652%
18 18.470 2653 2660 2670 rBV3 144936 254492 1.93% 0.341%
19 20.203 2949 2955 2965 rBV 7930834 10984826 83.47% 14.700%
20 21.502 3169 3176 3188 rBV3 228847 468913 3.56% 0.628%

21 21.919 3240 3247 3255 rVB 1641887 2844391 21.61% 3.806%
22 25.344 3819 3830 3841 rVB 926023 2822457 21.45% 3.777%

Sum of corrected areas: 74725677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On - 2 Nov 2016 7:01

Operator : UM/SJ

Sample : H5489-02

Misc :

ALS Vial : 24 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 TIC: BG024616.D

7000000, 313

6000000
5000000
4000000

3000000 580 7.41 779

2000000 45
1000000 I 533 11.10
2.983.28
oh I i

Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024616.D

20.20
7000000
6000000
5000000
4000000 13.51 16.37
3000000

2000000 21.92

17.62
1000000 14.32 14.88

6.54 18.47 21.50

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: BG024616.D

7000000

6000000

5000000

4000000

3000000

2000000

1000000 2534

O T e T e T T e T

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\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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 Cyclopentane, methyl- Concentration Rank 4

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

2.98 24 .02 ng 1022160 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 56
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 43
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 40

Abundance Scan 24 (2.982 min): BG024616.D (-18) (-) m/z 56.10 100.00%
56
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 ,....,.J.E.“?,l.l?.l.“,s.l??.,?.2?.,2‘?9.2]9,6.3????.2.3.36,...‘.“,‘9....?0.7. m/z 41.10 48.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1491: Cyclopentane, methyl-
56
5000
2.90 3.00 3.10 3.20 3.30 3.40
. 84 m/z 69.10 34 _.47%
0 |“MJﬂ”"|“"|“"|”"|“"|“"|”"|“"|“"|“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 55.05 26.32%
27
1 84
e L S I U WL B B L L WL W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1478: 1-Pentene, 2-methyl-
56 2.90 3.00 3.10 3.20 3.30 3.40
m/z 39.05 24 .46%
5000 27
84
0 |M('f”"|“"|“"|”"|“"|“"|”"|“"|“"|“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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 unknown3.13 Concentration Rank 1

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

3.13 309.18 ng 13159800 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 28
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 Ethvlamine 45 C2H7N 000075-04-7 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 49 (3.129 min): BG024616.D (-43) (-) m/z 73.05 100.00%
B
43
5000
T T T T
300 320 3.40
Ol r b 103147 208 255282 351 398 448477507835 m/z 43.10 71.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 L L L L
300 320 3.40
m/z 89.10 49 .84%
0|"w|""|""|""""""l""l""l""l""l""|
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
89 1300 320 340
5000 m/z 41.10 15.56%
16
O S L L L B B L B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43 3.00 320 3.40
m/z 45.10 14.71%
71
5000
01
Jas | L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.33 23.11 ng 983657 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 17

Abundance Scan 424 (5.332 min): BG024616.D (-418) (-) m/z 43.05 100.00%
43
5000
s Tho 520 540 Sk
Oh b 73 ,l 34 174 207232 264 310334360 404 | "m/z 59.10  65.33%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A S R U
5.00 5.20 5.40 5.60
m/z 101.10 19.88%
15 ‘ 101
0 J'wuﬂ""¢""|""l""l""l""l""l"
mz-> 0 50 100 150 200 250 300 350 400
Abundance
59
500 520 540 560
0
5000 101 m/z 58.05 13.48%
27
L s L L L WL WL WL W
mz-> 0 50 100 150 200 250 300 350 400
Abundance #2294: 1,2-Butanediol
31 59 5.00 5.20 5.40 5.60
m/z 41.10 8.53%
5000
0 Jﬂlulj'pgl""l""l"" UL DALY DAL WA
mz-> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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 unknown7.79 Concentration Rank 2

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

7.79 113.14 ng 4815610 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 842 (7.788 min): BG024616.D (-834) (-) m/z 132.00 100.00%
132
68
5000
a0 | %° 7.40 7.60 7.80 8.00 8.20
0 k .l,l.. 164 209 256283 827857 . -A%6AGd 519 m/z 68.10 54.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 VRS SRR U R

7.40 7.60 7.80 8.00 8.20
m/z 66.10 37.32%

-
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
e AR
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 34 .80%
og 63 104
-t
m/iz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole A L R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.21%
5000
104
66
39 |
-1 e e e
miz—-> 0 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\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.57 ng 254492 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Isopropvl palmitate 298 C19H3802 000142-91-6 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 2660 (18.470 min): BG024616.D (-2653) (-) m/z 73.05 100.00%
78
43
5000
20 81410 349 397 441 510 18.20 18.40 18.60 18.80
Oty m/z 60.10 76.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid
43 73
5000
18.20 18.40 18.60 18.80
129 m/z 43.10 74 .98%
0 ...‘“‘ u\“ h\ \\ "|‘ |‘|‘|||||| ....|....|....|....|....|..
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
43
102
18.20 18.40 18.60 18.80
5000 71 256 m/z 57.05 72 .54%
129
157185213
o 17 298
L JURLALEL UL LRI SRR BRI UL BRI UL S B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61121: Dodecanoic acid
78 18.20 18.40 18.60 18.80
m/z 55.10 58.36%
43
5000
ni J“” L
miz--> 0 50 150 200 250 300 350 400 450 500 18.20 18. 40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024616.D

Aca On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample = H5489-02

Misc :

ALS Vial : 24 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

Concentration Rank 7

Peak Number

8 1-Docosene

R.T. EstConc Area Relative to ISTD R.T.
21.50 3.30 ng 468913 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 E-7-Octadecene 252 C18H36 1000130-92-0 87
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 86
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 86

Abundance Scan 3176 (21.502 min): BG024616.D (-3169) (-) m/z 55.10 100.00%
ok
" 83
139 182210 265 327 429 21.20 21.40 21.60 21.80
ob l W 2o ssT | S S sz 57.05 95, 754%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene
57
5000 21.20 21.40 21.60 21.80
29 H 125 e m/z 43.10  79.10%
o ..h“f” ‘ hw h$ M\\u1??9238 .289,1... S
miz--> 0 50 250 300 350 400 450 500
Abundance
43
69 L U BRI BRI BN
97 21.20 21.40 21.60 21.80
5000 m/z 83.10 77 .39%
195 252
0 154182 224
miz--> 0 56 160 1éo 260 250 360 3%0 460 4éo 560
Abundance #217812: Pentafluoropropionic acid, octadecy! ester
57 21.20 21.40 21.60 21.80
a3 m/z 97.10 59.65%
5000
252
o 29 139168196224 | 297 398
mz> G 50 ' "166' [T R e At A AR nas R 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110116\
Data File : BG024616.D

Acq On > 2 Nov 2016 7:01

Operator : UM/SJ

Sample - H5489-02

Misc :

ALS Vial : 24 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]
Cyclopentane, met... 2.98 24 _0 ng 1022160 1 8.27 851267 20.0
unknown3.13 3.13 309.2 ng 13159800 1 8.27 851267 20.0
2-Pentanone, 4-hy... 5.33 23.1 ng 983657 1 8.27 851267 20.0
unknown7 .79 7.79 113.1 ng 4815610 1 8.27 851267 20.0
n-Hexadecanoic acid 18.47 2.6 ng 254492 4 17.62 1981640 20.0
1-Docosene 21.50 3.3 ng 468913 5 21.92 2844390 20.0
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