LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 2.210 17 21 27 rvB2 54504 85678 1.39% 0.184%
2 5.522 579 584 587 rBV 4145778 4209538 68.53% 9.058%
3 6.522 748 754 757 rBV 3883418 4448313 72.42% 9.572%
4 6.669 774 779 782 rBV 4478332 4558048 74.21% 9.808%
5 6.893 814 817 821 rBV 1283355 1070705 17.43% 2.304%
6 7.051 840 844 848 rBV 3932388 3689888 60.07% 7.940%
7 7.451 907 912 915 rBV 2900340 2852766 46.45% 6.139%
8 8.175 1031 1035 1038 rBV 1648922 1356933 22.09% 2.920%
9 9.251 1213 1218 1221 rBV 6159891 5757115 93.73% 12.388%
10 9.639 1280 1284 1287 rBVY 337308 277621 4_52% 0.597%

11 9.928 1329 1333 1337 rBV 1898772 1667352 27.15% 3.588%
12 10.716 1462 1467 1471 rBV 3787062 3701176 60.26% 7.964%
13 11.416 1581 1586 1589 rBV 1863476 1753755 28.55% 3.774%
14 11.939 1669 1675 1679 rBV 342042 384703 6.26% 0.828%
15 12.722 1803 1808 1820 rBV 451513 525073 8.55% 1.130%

16 12.998 1850 1855 1859 rBV 5888476 6142180 100.00% 13.217%
17 14.021 2021 2029 2030 rBV2 64864 112147 1.83% 0.241%
18 14.057 2031 2035 2047 rVB 1660308 1608595 26.19% 3.461%
19 14.551 2116 2119 2123 rVB 93514 84070 1.37% 0.181%
20 14.868 2169 2173 2177 rVB 128630 131081 2.13% 0.282%

21 15.210 2227 2231 2238 rBV 152958 183459 2.99% 0.395%
22 15.557 2284 2290 2294 rBV 1164222 1399202 22.78% 3.011%
23 15.604 2294 2298 2305 rVB 152151 206726 3.37% 0.445%
24 16.051 2369 2374 2381 rVB 110385 173587 2.83% 0.374%
25 16.568 2457 2462 2467 rVB2 56187 93366 1.52% 0.201%

Sum of corrected areas: 46473077
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113886.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 unknown6.67 Concentration Rank 1

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

6.67 85.14 ng 4558050 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF113886.D (-774) (-) m/z 132.00 100.00%
5000 68
40 | 75 % ‘ " 640 660 680 7.00
54 104 : : . .
o282 02| P e L WP ms W w/z 68.05  40.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 S AR S RS A
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 34.26%
0 34 “‘ ‘\ L 61\“\‘ L1l 89 L, 103 110 124 ||
miz--> % 4 % 8 7 8 90 100 1o 130 130 140
Abundance
132
69 o " 640 6.60 680 7.00
5000 m/z 65.95 25._75%
78
31 38 4, 51
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.07%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.39 ng 384703 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1675 (11.939 min): BF113886.D (-1669) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 LA SRR IR
|| L5 1187171185 | 57 256 11.60 11.80 12.00 12.20
O il m/z 60.00 75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 U SRR R UL U
129 nmumnmnm
. 213 m/z 43.05 69.18%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11!60 11fso 12!00 12fzo '
5000 29 m/z 57.05 58.87%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 53.72%
5000 129
. 185 228
9 115 | 143,.5171
0 “ “ ‘ --|-T---|----|----|--:-L-5|7---- -‘--]:99--2:-[-3 --‘--|----|-- I B o B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.99 ng 525073 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1808 (12.722 min): BF113886.D (-1803) (-) m/z 73.00 100.00%
43 s
5
5000 129
97 185 241
151 1431651717 | 199513227 osg 284 12.40 12.60 12.80 13.00
0 m/z 43.05 79 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
483 57 78
5000 129 AU AN IR
12.40 12.60 12.80 13.00
m/z 59.95 71.42%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.40 12.60 12.80 13.00
5000 m/z 57.05 67 .05%
129
29 185 228

87
101115 143157171 199,54

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 12.40 12.60 12.80 13.00
| m/z 55.00 58.63%
29
5000
129 242
L ‘M 143157177185
Ot ter B EEREEEE SR e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.62 ng 183459 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2231 (15.210 min): BF113886.D (-2227) (-) m/z 57.00 100.00%
57
85
5000
141 19 14.80 15.00 15.20 15.40 15.60
ol JI .l.'..',-...?9,7.2]2?.,2]6?.. S "m/z 71.05 83.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR DRI DR B

14. 80 15. 00 15 20 15. 40 15 60

13 m/z 85.05 61.69%
oL 2l i1 d L ‘ ‘ 1169 197 225 253 281 309 337 365 303 422
T [ T T e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e S
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 43.00 58.10%
113
0 29 141 169 197 225 267 295 365 393
e T T e = L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e
57 14.80 15.00 15.20 15.40 15.60
m/z 41.00 20.86%
85
5000
29 113
ol L L4 1 160 197 225 253 296
e e e L e o L e R,
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 6 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.05 2.48 ng 173587 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2374 (16.051 min): BF113886.D (-2369) (-) m/z 57.00 100.00%
57
85
5000
U SRR SRR SO B
141 169 197 267 15.80 16.00 16.20 16.40
0...J.,-. ll O e L L m/z 71.05  79.99%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LRSI SR BRI B B
15. 80 16 00 16. 20 16. 40
113 m/z 85.05 59.16%
oL 2Ly j | 11 169189211 239 267 295 323 352
m/z--> éo 100 150 200 250 360 3%0
Abundance
57
" 15.80 16.00 16.20 16.40
5000 85 m/z 43.00 54 _.66%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane R REEEs o
57 15.80 16.00 16.20 16.40
m/z 99.05 21.65%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113886.D

Acq On 22 Apr 2019 19:11

Operator : JU/SJ

Sample : K2515-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
unknown6 .67 6.67 85.1 ng 4558050 1 6.89 1070710 20.0
n-Hexadecanoic acid 11.94 4.4 ng 384703 4 11.42 1753760 20.0
Octadecanoic acid 12.72 6.0 ng 525073 4 11.42 1753760 20.0
Triacontane 15.21 2.6 ng 183459 6 15.56 1399200 20.0
Pentacosane 16.05 2.5 ng 173587 6 15.56 1399200 20.0
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