LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 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 M\METHODS\8270-BM031119.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 4.816 307 311 325 rVB 107664 169785 1.04% 0.200%
2 5.257 379 386 401 rBVY 4220593 6088738 37.45% 7.166%
3 6.840 647 655 671 rBY 4512571 7427811 45.69% 8.742%
4 7.193 707 715 736 rBV 4462911 7038014 43.29% 8.283%
5 7.657 787 794 802 rBV 777897 1239613 7.62% 1.459%

7.969 839 847 864 rBV 3003423 4810756 29.59% 5.662%
8.828 983 993 1013 rBV 2343137 4070001 25.03% 4_.790%
10.439 1260 1267 1281 rBV 992067 1754999 10.80% 2.066%
12.922 1682 1689 1709 rBV 6879391 10187569 62.66% 11.990%
13.775 1824 1834 1848 rBVY 483525 798990 4.91% 0.940%

=
QO ~NO®

11 14.310 1918 1925 1936 rBV2 1772229 2719042 16.73% 3.200%
12 15.810 2169 2180 2199 rBV 6721211 9364933 57.60% 11.022%
13 17.063 2387 2393 2411 rBV2 2366605 3508329 21.58% 4.129%
14 17.957 2539 2545 2558 rBV 209669 406208 2.50% 0.478%
15 19.704 2836 2842 2854 rBV 13178177 16257260 100.00% 19.134%

16 20.962 3052 3056 3067 rBV 595001 841333 5.18% 0.990%
17 21.262 3102 3107 3118 rBV 2910788 3801946 23.39% 4_475%
18 21.827 3200 3203 3207 rBV 150649 192020 1.18% 0.226%
19 22.286 3277 3281 3287 rBV 211312 281508 1.73% 0.331%
20 22.786 3363 3366 3372 rVB 240343 320219 1.97% 0.377%

21 23.350 3458 3462 3468 rVB 218676 334900 2.06% 0.394%
22 23.497 3481 3487 3499 rVB 1559915 3035497 18.67% 3.573%
23 23.992 3567 3571 3577 rVB 181307 316259 1.95% 0.372%

Sum of corrected areas: 84965730
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019163.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.82 2.74 ng 169785 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 3-Hexanol 102 C6H140 000623-37-0 33

Abundance Scan 312 (4.822 min): BM019163.D (-307) (-) m/z 43.00 100.00%
43
59
5000
101
83 440 4.60 480 500 520
0 il sl ' ' m/z 59.10 75.84%
R IS SO UL LI SO SUL SO SUILN IULILLS S B B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
440 4.60 4.80 5.00 5.20
m/z 101.00 31.90%
15 31 101
0 25, 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #248: Guanidine
43 59
440 4.60 480 500 520
5000 18 m/z 58.05 18.81%
28
0 12 I Jo | 1IN .
R I SO SUIL UL SO SULIL SO SURILR IV S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone o A RREEE S
59 440 4.60 4.80 5.00 5.20
m/z 41.00 8.72%
31
5000
41
0 ||y, 53] 65 7379 87 97 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2 unknown7.19 Concentration Rank 1

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

7.19 113.55 ng 7038010 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 715 (7.193 min): BM019163.D (-707) (-) m/z 132.00 100.00%
132
5000 68
" 75 o oo \ 550 b0 720 70 750
54 - - - - -
S e ?.1!.'.|....,..?‘.7,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.10 49.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 LA LARAS RS ERRS R
6.80 7.00 7.20 7.40 7.60
104 m/z 134.00 33.33%
oL 14 27 37 44 51 58 6 77 g9 97 | wus
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.95%
33 44 o g7 105
0 "P"'I""Iﬂ"'P"'?%"ﬁ?"'l"TFI'ﬁql"'kl"ﬁ'l}lﬁl""I""I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.17%
5000
92
65
. 27 39 Slgg T 7| W 4y |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.96 2.32 ng 406208 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2546 (17.963 min): BM019163.D (-2539) (-) m/z 73.00 100.00%

7B

Hr

43 5
5000
129
7 115 213 B e R
01 1435071185199 | 207 296 o, 17.60 17.80 18.00 18.20
0! m/z 60.00 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 s
5
5000 29 256 LI L o B B
17.60 17.80 18.00 18.20
213 m/z 57.10 52.46%
143157171185199
05t it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
]
R AR
43 5 17.60 17.80 18.00 18.20
5000 - 129 m/z 55.05 52.15%
143157 214
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid R SRR EEE S EEa R
3 17.60 17.80 18.00 18.20
43 m/z 43.05 51.98%
5000
29
ot oS Ml At

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.43 ng 841333 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 94
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3056 (20.962 min): BM019163.D (-3052) (-) m/z 83.05 100.00%
57|88
5000 11
139 20.60 20.80 21.00 21.20
ol § l 12 \ 00180209 252 281 3% 45 n/7 57.05  99.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83

5000

orALu#

20.60 20.80 21.00 21.20
m/z 69.05 96.70%

139

168 210 238 266 295

m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 || 69
RN e e e
97 20.60 20.80 21.00 21.20
5000 m/z 55.05 86.56%

| J } { 112\5‘154 182 224 252

0.‘..,. L e o e o N L s s oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)- N e
55 20.60 20.80 21.00 21.20
83 m/z 97.05 81.06%
5000
29
111
ol { l 1139 168 196 224 252
...,.. e =
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.79 2.11 ng 320219 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Nonacosane 408 C29H60 000630-03-5 83
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3367 (22.792 min): BM019163.D (-3363) (-) m/z 57.10 100.00%

85
5000

207 22. 40 22. 60 22. 80 23 00 23. 20

155183 267
o 239 296 329 357 417 476 m/z 71.10 89 .19%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5|7
85

5000 B EEEEEREEEE R
22. 40 22. 60 22. 80 2300 23. 20

m/z 85.10 67 .05%

29 113
o LUl peonorozses 296
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57

—rv—v—v—l—rv—v—v—v—rv—v—v—v—rv—v—v—l—rv—r

22.40 22.60 22.80 23.00 23.20
5000 a5 m/z 43.10 55.45%

29
ol Ju1%3141169197225253281309337365394
R B e B a a e e R
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- e e e e e
43 22. 40 22. 60 22. 80 23 00 23. 20
m/z 69.05 23.93%

71
5000
99
w J Hn127155183 225253 295 337

M s

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heptacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.35 2.21 ng 334900 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 3462 (23.350 min): BM019163.D (-3458) (-) m/z 57.10 100.00%

57
85
5000
_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—rf

113 23.00 23.20 23.40 23.60

141169 209 251281309 341 387 430 476

Ot L SR, 201 77300 30T 307 40 4 ‘m/z 71.05  91.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57
5000 R R AR IR AR
85 23.00 23.20 23.40 23.60
m/z 85.10 59.97%
29 113 141
ol |7 169 197 225253 281 309337 380
— ”..,........,..”,....,”..,...w....,.”.,

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

}

Abundance #142113: Heptadecane, 9-octyl-
57
R A EaER s
23.00 23.20 23.40 23.60
5000 85 m/z 43.05 51.10%
113
o I 141169 197 2f9267294323352
B B e e i B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82606: Heptadecane B b A et
57 23.00 23.20 23.40 23.60
m/z 69.05 22 .54%
5000 85
29
oL 113141169 197 240
— e A R B
m/z--> 0 50 100 150 200 250 300 350 400 450 23 00 23. 20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019163.D

Aca On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample : K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.08 ng 316259 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Nonacosane 408 C29H60 000630-03-5 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Octadecane. 4-methvl- 268 C19H40 010544-95-3 58
5 Tetracosane 338 C24H50 000646-31-1 49
Abundance Scan 3571 (23.992 min): BM019163.D (-3567) (-) m/z 57.10 100.00%
57
85
5000
113 141 1y 207 23160 2380 24100 24120 2440
Okt ,J. : ||, L frioe 230 280 328355 387 417 477 | Tnzz 0 71.10  95.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99485: Octadecane, 2-methyl-
43
71
23.60 23.80 24.00 24.20 24.40
99 m/z 85.10 61.03%
. | 127155183 225 253
mz-> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57
23.60 23.80 24,00 24.20 24.40
5000 85 m/z 43.10 52.02%
2L {113 141169 197 205 253 281 300 337365 408
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #151556: Heptacosane L R
57 23.60 23.80 24.00 24.20 24.40
m/z 69.05 22.11%
5000
85
o 201 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450 ' 23160 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031419\
Data File : BM019163.D

Acq On : 14 Mar 2019 11:25

Operator : JU/SJ

Sample - K1824-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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]
2-Pentanone, 4-hy... 4.82 2.7 ng 169785 1 7.66 1239610 20.0
unknown7 .19 7.19 113.6 ng 7038010 1 7.66 1239610 20.0
n-Hexadecanoic acid 17.96 2.3 ng 406208 4 17.06 3508330 20.0
Dichloroacetic ac... 20.96 4.4 ng 841333 5 21.26 3801950 20.0
Heneicosane 22.79 2.1 ng 320219 6 23.50 3035500 20.0
Heptacosane 23.35 2.2 ng 334900 6 23.50 3035500 20.0
Octadecane, 2-met... 23.99 2.1 ng 316259 6 23.50 3035500 20.0
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