LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 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 M\METHODS\8270-BM020718.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 5.163 364 370 386 rBV 411479 713681 14.13% 2.817%
2 6.734 631 637 652 rBvV2 250851 468128 9.27% 1.848%
3 7.075 688 695 709 rBV 938522 1519316 30.08% 5.997%
4 7.540 768 774 784 rBV 353282 580010 11.48% 2.289%
5 7.851 819 827 838 rBV 926391 1523495 30.16% 6.014%

8.698 964 971 985 rBV 663273 1266414 25.07% 4_.999%
10.310 1238 1245 1260 rBV 388587 760104 15.05% 3.000%
12.804 1662 1669 1685 rBV 1946818 2967869 58.75% 11.715%
13.674 1808 1817 1822 rBV 81875 147316 2.92% 0.581%
14.098 1884 1889 1896 rBV2 79730 112646 2.23% 0.445%

=
QO ~NO®

11 14.192 1898 1905 1916 rVvVv2 674103 1092356 21.62% 4.312%
12 15.057 2045 2052 2057 rVB3 91708 152817 3.03% 0.603%
13 15.698 2153 2161 2178 rBV 1579979 2468500 48.87% 9.744%
14 15.921 2195 2199 2207 rBV3 48862 84622 1.68% 0.334%
15 16.951 2368 2374 2386 rBV 920630 1407502 27.86% 5.556%

16 17.862 2523 2529 2538 rBV2 303585 476214 9.43% 1.880%
17 19.151 2741 2748 2759 rBvV2 129602 231846 4_.59% 0.915%
18 19.598 2818 2824 2830 rBV 4157724 5051621 100.00% 19.940%
19 20.880 3037 3042 3051 rBvV 550483 845041 16.73% 3.336%
20 21.162 3084 3090 3102 rBV 1262117 1771829 35.07% 6.994%

21 23.333 3453 3459 3471 rVB 798681 1538578 30.46% 6.073%
22 23.909 3554 3557 3564 rVB7 84097 154066 3.05% 0.608%

Sum of corrected areas: 25333971

8270-BM020718.M Wed Feb 14 10:59:18 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On - 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA M\METHODS\8270-BM020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014220.D
4000000
3000000
2000000
1000000 7.07 7.85
8.70
5.16
6.73 7.54 k 10.31
Ofmr oy e e i i e i S i o Neoporonn i o o 4 o —— N
Time--> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM014220.D
4000000 19,60
3000000
2000000 12.80
15.70
1000000 16.95
14.19
17.86
13.67 14. 15.06 15.92 19.15
O e T B A A I e T e T RIS
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014220.D
4000000
3000000
2000000
21.16
1000000 23.33
20.88
23.91
e e T L e e B e L o e e o
Time--> 21.00 21.50 22.00 22.50 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

8270-BM020718.M Wed Feb 14 10:59:19 2018

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.07 Concentration Rank 2

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

7.07 52.39 ng 1519320 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14

Abundance Scan 694 (7.069 min): BM014220.D (-688) (-) m/z 132.00 100.00%
132
5000 68 A
96 IR R R UL R
|||47|| 64I | T 103 6.80 7.00 7.20 7.40
Obrrr e i 1 .- S S P | N m/z 68.10 49.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 HRRBE LRI LS IR L
6.80 7.00 7.20 7.40
m/z 66.00 44 _34%
0

R |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

56 132

6.80 7.00 7.20 7.40
5000 m/z 134.00 32.46%

64
0 15 2 34 % 76 91 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R R ma
132 6.80 7.00 7.20 7.40

m/z 69.10 27 .23%

69
104
5000
78
Pw T | |
O AR R L T B R RARSREAARE RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.06 ng 112646 Acenaphthene-d10 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 1889 (14.098 min): BM014220.D (-1884) (-) m/z 57.10 100.00%
48 57
71
5000
9 113107141 007 13.80 14.00 14.20 14.40
Okt m/z 43.10 98.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73967: Hexadecane
57
43
71
5000 85
13.80 14.00 14.20 14.40
29 m/z 41.10 76.97%
99
ol 14 il J‘ Lo 113127141155169183197 226
m/z--> 25 Jo éo 86 160 150 150 160 1§0 200 220 250 2éo
Abundance
57
g5 13.80 14.00 14.20 14.40
5000 m/z 71.10 76.37%
29
o 99113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55010: Tetradecane
57 13.80 14.00 14.20 14.40
3 m/z 85.10 51.26%
5000 85
29
99
0 “ L ‘ boa 1%3127141155169 198
m/z--> 2'0 4'0 6|0 8|0 1c')o 150 14'10 160 180 200 220 24'10 2('30 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.86 6.77 ng 476214 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 2529 (17.862 min): BM014220.D (-2523) (-) m/z 41.10 100.00%
55 73
5000 129
213
157171185
143 199 17.60 17.80 18.00 18.20
0! m/z 43.05 99 .99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
17.60 17.80 18.00 18.20
21 m/z 73.05 89.32%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000 29 129 m/z 55.10 83.95Y%
87 185
101115 143,171 | g9 228
O R a e R E B o e
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #37193: n-Decanoic acid
60 73 17.60 17.80 18.00 18.20
m/z 60.00 83.78%
41
5000 129
2
143
OIIIIIJ”UI‘”H‘\‘ “h?ll\\‘ ||‘||‘||:|I-|57|]|-7|?|||| R R R R — —T A faptar —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6

R.T. EstConc Area Relative to ISTD R.T.
19.15 2.62 ng 231846 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 2748 (19.151 min): BM014220.D (-2741) (-) m/z 43.05 100.00%
5000
18.80 19.00 19.20 19.40
0! m/z 73.10 96.77%
m/z--> 50 100 150 200 250 300
Abundance #108842: Octadecanoic acid
43
73 284
5000 AU DR
98 129 18:80 19.00 19.20 19.40
185 a1 m/z 60.00 96.74%
oL 28 AL T [ aose | as |
m/z--> 50 100 150 200 250 300
Abundance
73
43
18.80 19.00 19.20 19.40
5000 129 m/z 54.95 93.69%
185
97 228
oL 26 157 211
m/z--> éo 160 1éo 260 250 360
Abundance #37192: n-Decanoic acid
60 18.80 19.00 19.20 19.40
a1 m/z 57.10 85.94Y%
5000 129
0. by ‘l‘l””.‘.'m.“l‘ lM.. .‘:1-5.5.‘. T
m/z--> 5 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.88 9.54 ng 845041 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Nonadecanol 284 C19H400 001454-84-8 87
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 87
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
Abundance Scan 3042 (20.880 min): BM014220.D (-3037) (-) m/z 43.10 100.00%
43 83
5000
111
139 207 281 20.60 20.80 21.00 21.20
I l Ao e 2T a9 L s e 96.81%
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69
97
5000 N SN U ML U
20.60 20.80 21.00 21.20
121 m/z 83.10 86.19%

Abundance
43 83

139
Ay J \Pom 2
m/z--> 50 200 250 300 350

20.60 20 80 21. OO 21.20

5000 m/z 57.10 83.47%
111
oL18 65 139 168 196 238 266
A o e S m A B e e o
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate T T P T R PR
57 83 20. 60 20 80 21. OO 21 20

m/z 69.10 78 .48%

5000 111
0 } | ‘ ’ I \‘Llﬁg o 1(437 196 222 266 29\4 322340

m/z--> 50 100 150 200 250 300 350 20. 60 20 80 21. OO 21 20

8270-BM020718.M Wed Feb 14 10:59:22 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021318\
Data File : BM014220.D

Aca On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample : J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 unknown23.91 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.91 2.00 ng 154066 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 3.5-dime... 252 C14H2002S 1000278-92-2 46
2 Cyclohexane. 1-methvl-4-(l-methy... 140 C10H20 006069-98-3 35
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 35
4 Cvclooctanemethanol 142 C9H180 003637-63-6 35
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 35
Abundance Scan 3557 (23.909 min): BM014220.D (-3554) (-) m/z 69.20 100.00%

9 97

5000

281
827 aee 401 430 461 489 23.60 23.80 24.00 24.20

0 m/z 97.05 89.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89429: 2-Thiopheneacetic acid, 3,5-dimethylcyclohexyl ester
69
97
5000
41 23.60 23.80 24.00 24.20
m/z 57.10 71.65%
by, iy 142 232
o e T S B e T R B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
97
23.60 23.80 24.00 24.20
5000 m/z 43.10 71.23%
27
140
O O LA e e e o o EEEE R ma
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)- e

6! 23.60 23.80 24.00 24.20

m/z 55.05 69 .59%

5000

125

154182 224252
L el B el Lol
miz--> 0 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM021318\
Data File : BM014220.D

Acq On : 13 Feb 2018 14:33

Operator : SJ/JU

Sample - J1518-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .07 7.07 52.4 ng 1519320 1 7.54 580010 20.0
Hexadecane 14.10 2.1 ng 112646 3 14.19 1092360 20.0
n-Hexadecanoic acid 17.86 6.8 ng 476214 4 16.95 1407500 20.0
Octadecanoic acid 19.15 2.6 ng 231846 5 21.16 1771830 20.0
Bromoacetic acid,... 20.88 9.5 ng 845041 5 21.16 1771830 20.0
unknown23.91 23.91 2.0 ng 154066 6 23.33 1538580 20.0
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