LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

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:\HPCHEM1I\BNA N\METHODS\8270-BN020718.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 3.228 35 41 51 rBv2 78957 197983 1.63% 0.239%
2 3.311 51 55 63 rvB 137187 199767 1.64% 0.241%
3 5.928 492 500 513 rBVY 3281946 5387689 44.27% 6.512%
4 7.575 771 780 796 rBY 3800796 6294164 51.72% 7.608%
5 7.969 838 847 853 rBVY 3662538 6128668 50.36% 7.408%
6 8.446 921 928 941 rVB 970814 1616393 13.28% 1.954%
7 8.775 977 984 994 rVB 2614954 4510279 37.06% 5.452%
8 9.628 1121 1129 1137 rBV 2284907 3783965 31.09% 4_.574%
9 11.287 1403 1411 1419 rBV 1531096 2588279 21.27% 3.129%
10 13.422 1768 1774 1786 rBvV 94024 170405 1.40% 0.206%

11 13.687 1809 1819 1826 rBV 6005298 9328109 76.65% 11.275%
12 13.969 1863 1867 1875 rVB 139371 209409 1.72% 0.253%
13 15.057 2045 2052 2060 rBV2 2241230 3471258 28.53% 4._.196%
14 15.640 2140 2151 2168 rBV 77477 251399 2.07% 0.304%
15 16.528 2295 2302 2319 rBV 4455565 6487903 53.31% 7.842%

16 17.781 2508 2515 2520 rBV2 2823484 4144161 34.05% 5.009%
17 18.028 2552 2557 2561 rBV 252415 331750 2.73% 0.401%
18 18.622 2653 2658 2665 rBV 570947 902634 7.42% 1.091%
19 18.698 2666 2671 2679 rVB 1720390 2066144 16.98% 2.497%
20 19.522 2808 2811 2819 rVB 101400 156463 1.29% 0.189%

21 19.863 2865 2869 2880 rBV 317539 490998 4_.03% 0.593%
22 20.086 2903 2907 2911 rBV 202427 222590 1.83% 0.269%
23 20.339 2944 2950 2956 rVB 9781318 12169060 100.00% 14.709%
24 20.610 2992 2996 3001 rBV 272391 314065 2.58% 0.380%
25 21.098 3075 3079 3083 rBvV 261426 276376 2.27% 0.334%

26 21.551 3152 3156 3167 rBV 389678 636729 5.23% 0.770%
27 21.763 3188 3192 3196 rVB 122175 138601 1.14% 0.168%
28 21.892 3208 3214 3226 rVB 3591760 4809546 39.52% 5.814%
29 22.004 3229 3233 3237 rVB 114925 147379 1.21% 0.178%
30 23.545 3491 3495 3501 rBV 95343 151560 1.25% 0.183%

31 24.368 3626 3635 3653 rVB2 2325552 4972312 40.86% 6.010%
32 24.910 3724 3727 3736 rVB2 84104 174523 1.43% 0.211%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 82730561
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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: BN000258.D

8000000

6000000

4000000 758 797
5.93

2000000 11.29
8.45
3331

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN000258.D

20134

8000000

6000000 13.69

16.53
4000000

17.78

15.06
2000000 18.70

18.62
19.
13.42 )| 13.97 15.64 18.03 19.5219.8®.09

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000258.D

8000000

6000000

4000000 21.89

24.37
2000000

61 21.10 2L
61 2L A 782.00 23.54 24.91
T e T e T T T T e T e e e e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 5

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

3.31 2.47 ng 199767 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 55 (3.311 min): BN000258.D (-51) (-) m/z 73.10 100.00%

73
5000
43

3.20 340 3.60

..,....,...3.8,':.'..5,0..|..,....,'..'..,....,....,...., m/z 43.10 29.78%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L LB LB B |
43 3.20 340 3.60
5 87 m/z 87.10 25.62%
29
Ll 35 ‘\w | 50 ‘ 67 | | 80
L o e I e o e L BRI e |
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
T T
3.20 340 3.60
5000 m/z 55.10 21.28%
45
29
39 | 50 ® 67 101
L o o o L e e o o B e Rl
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- T

7. 3.20 3. 40 3.60
m/z 71.10 10.52%

5000 43
58
29 ‘ ﬁ7
[

T
m/z--> 20 30 40 50 60 70 80 90 100 320 340 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown7.97 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.97 75.83 ng 6128670 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 847 (7.969 min): BN000258.D (-838) (-) m/z 132.10 100.00%
132
5000 68

7.60 7.80 8.00 8.20 8.40

0 2ol | m/z 68.10  43.01%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS INLULINL LI LI L L LI B

7.60 7.80 8.00 8.20 8.40
31 m/z 134.10 33.10%

\\MH | 79

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
57 132
24 s
7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 27.90%
158 189
A B B B e e B L o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- i B B
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.21%
117
5000
39 91
A ol WY
l | | L m | m
T T T .
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 800 8.20 840
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 3
R.T. EstConc Area Relative to ISTD R.T.
18.62 4_.36 ng 902634 Phenanthrene-d10 17.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2658 (18.622 min): BN000258.D (-2653) (-) m/z 73.10 100.00%

n

SN
w
@]

5000
129
97 e e
115 143157171185199213227 256 18.40 18.60 18.80 19.00
S i 281 m/z 60.05 77.40%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

—

50001 29 256 LI L L R B BB R
18. 40 18 60 18. 80 19. 00
[TrrT T

m/z 43.10 75.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

21
143157171185 gq

3

Abundance
43 5y 73
LN B e B e
18.40 18.60 18.80 19.00
5000{ 129 m/z 55.10 64 .93%
87 242
143 199
115 185
101 157171 213
Tﬁmﬁwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e b AL s o e
73 18.40 18.60 18.80 19.00
m/z 57.10 63.92%
43 5
5000 129

185 228
143157171 ‘ 199713 ‘

M T }leﬁs \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 40 18 60 18. 80 19. 00

%
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.86 2.04 ng 490998 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2869 (19.863 min): BN000258.D (-2865) (-) m/z 73.10 100.00%
3 B
57
5000 129
% 115 185 241 284 HDBAASSR SRR SUNIA N
143157171 | 199514227 19.60 19.80 20.00 20.20
i 2185 L& m/z 43.10  81.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57

129

284

19. 60 19. 80 20. OO 20 20
m/z 60.05 75.22%

50001 28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 73
29 57 19.60 19.80 20.00 20.20
5000 m/z 57.10 70.01%
o 129 242
101115 143;57171185'%%,,4
Wﬁmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e e
73 19. 60 19. 80 20. 00 20 20
43 m/z 55.10 65.04%
5
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00258.D

Aca On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample : J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 7 Oxalic acid, isobutyl tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.55 2.65 ng 636729 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
Abundance Scan 3156 (21.551 min): BN000258.D (-3152) (-) m/z 57.10 100.00%
57
5000 85
0 21120 2140 2160 2180
3 140 : : -
S L :l' A 109191211231 251268 341 m/z 43.10 75.47%
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
5000 LN SURIILA UL BN
21.20 21.40 21.60 21.80
29 85 m/z 71.10 70.97%
LT e g 24
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.20 2140 21.60 21.80
5000 m/z 55.10 52 .85%
29 83
11 939 169 224 252 291
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R B
57 21.20 21.40 21.60 21.80
m/z 85.10 48_.32%
5000
T 83 111
LT e 106 224 269
m/z--> 50 100 150 200 250 300 350 21120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_N\DATA\BNO30618\
Data File : BN0O00258.D

Acq On : 06 Mar 2018 11:57

Operator : JU/SJ

Sample - J1699-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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]
Butane, 2-methoxy... 3.31 2.5 ng 199767 1 8.45 1616390 20.0
unknown? .97 7.97 75.8 ng 6128670 1 8.45 1616390 20.0
n-Hexadecanoic acid 18.62 4.4 ng 902634 4 17.78 4144160 20.0
Octadecanoic acid 19.86 2.0 ng 490998 5 21.89 4809550 20.0
Oxalic acid, isob... 21.55 2.6 ng 636729 5 21.89 4809550 20.0
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