LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 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-BF040319_.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 5.287 541 544 566 rBV 1367007 1926393 83.10% 7.929%
2 6.328 717 721 738 rBV 1581621 2067295 89.18% 8.509%
3 6.445 738 741 751 rVB 2069929 2059997 88.87% 8.479%
4 6.675 776 780 792 rVB 618612 638241 27.53% 2.627%
5 6.828 802 806 827 rBvV 1765614 1643546 70.90% 6.765%
6 7.239 873 876 900 rBV 1054967 1304699 56.28% 5.370%
7 7.957 994 998 1008 rBVY 683468 794011 34.25% 3.268%
8 8.551 1096 1099 1104 rBvV 37323 34423 1.48% 0.142%
9 9.028 1176 1180 1192 rBV 2483966 2318104 100.00% 9.541%
10 9.116 1192 1195 1198 rVV 52171 57456 2.48% 0.236%

11 9.157 1198 1202 1213 rVB 125091 178146 7.68% 0.733%
12 9.433 1245 1249 1257 rVB 148081 177966 7.68% 0.732%

13 9.639 1282 1284 1289 rBV 41338 41102 1.77% 0.169%
14 9.704 1292 1295 1305 rVB 845584 817567 35.27% 3.365%
15 10.139 1366 1369 1372 rVB 48587 37903 1.64% 0.156%
16 10.492 1426 1429 1443 rBV 886189 1118097 48.23% 4.602%
17 10.610 1446 1449 1457 rVB 50330 69192 2.98% 0.285%
18 11.057 1522 1525 1527 rBV 29221 26488 1.14% 0.109%

19 11.186 1543 1547 1560 rBV 679276 758259 32.71% 3.121%
20 11.721 1635 1638 1650 rBV 174515 261016 11.26% 1.074%

21 12.268 1729 1731 1735 rVB2 27455 25037 1.08% 0.103%
22 12.363 1739 1747 1748 rBV7 14407 28768 1.24% 0.118%
23 12.404 1752 1754 1756 rBV 37867 39651 1.71% 0.163%
24 12.427 1756 1758 1767 rVB 55116 59345 2.56% 0.244%
25 12.504 1768 1771 1778 rBV2 61918 98163 4.23% 0.404%
26 12.639 1788 1794 1801 rBV2 51604 76927 3.32% 0.317%
27 12.763 1811 1815 1826 rBV 2085549 1853113 79.94% 7.627%
28 13.333 1909 1912 1915 rVB 44383 40590 1.75% 0.167%
29 13.663 1965 1968 1972 rVB 93147 81455 3.51% 0.335%

30 13.821 1991 1995 2008 rVB 801888 961696 41.49% 3.958%

31 13.974 2018 2021 2028 rBV 218608 227638 9.82% 0.937%
32 14.280 2070 2073 2077 rVB 449249 375526 16.20% 1.546%
33 14.574 2119 2123 2128 rBV 630251 564846 24_.37% 2.325%
34 14.639 2131 2134 2137 rVB 128075 114131 4.92% 0.470%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial =: 20 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 - 0 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-BF040319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.839 2165 2168 2171 rBV 51886 63403 2.74% 0.261%

36 14.880 2171 2175 2180 rVB 581147 667449 28.79% 2.747%
37 15.227 2229 2234 2246 rVB 1159241 1521895 65.65% 6.264%
38 15.615 2296 2300 2306 rBV 398224 557021 24.03% 2.293%
39 16.068 2372 2377 2387 rVB 241046 387735 16.73% 1.596%
40 16.598 2463 2467 2475 rVB2 111587 222250 9.59% 0.915%

Sum of corrected areas: 24296540
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance

2000000

1500000

1000000

500000

TIC: BF113755.D

6.45

6.83
6.33

5.29

7.24

0
Time-->

5.00

Abundance

2000000

1500000

1000000

500000

0

7.96

TIC: BF113755.D

12.76

10.49

6 943
0% 9. 10.14 0.61 110

11.19

11.72

-

8.55

Time-->

8.00

12. 00

12.50 13.00

9.00 10 00 10. 50 11. 00 11. 50

.
LI S

8.50

Abundance

2000000

1500000

1000000

500000

TIC: BF113755.D

15.23

13.82

14.57 14.88

Time-->

13 50

18 00

18.50

16.00 16.50

17.00 17. 50

14.00

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown6.45 Concentration Rank 1

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

6.45 64 .55 ng 2060000 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 742 (6.451 min): BF113755.D (-738) (-) m/z 132.00 100.00%
32
5000 68
96 IERSENAEE AR LR
40 g 78 | 107 6.20 6.40 6.60 6.80
0 AN -t A | N — m/z 67.95 37.32%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 ‘ m/z 133.90 33.34%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 23.63%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 69.00 14 _.40%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10

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

9.16 4_.36 ng 178146 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 m-l1sopropoxyaniline 151 C9H13NO 041406-00-2 53
3 Metacetamol 151 C8HIONO2 000621-42-1 53
4 Acetaminophen 151 C8HIONO2 000103-90-2 42
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1203 (9.163 min): BF113755.D (-1198) (-) m/z 43.00 100.00%
4 109
5000 ot
| 57 ﬁg 8f % | 123 137 169 8.80 9.00 9.20 9.40
O b bl Ul R e ey m/z 109.00 81.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RSN SUES N R
8.80 9.00 9.20 9.40
57 69 g5 m/z 150.95 51.85%
S AN A 0 e o O NP
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
8.80 9.00 9.20 9.40
5000 m/z 41.00 23.19%
151
80
15 27 41 53 65 92 122 136
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24780: Metacetamol A B aman B
109 8.80 9.00 9.20 9.40
m/z 84.95 13.70%
5000 151
43
80
oL 15 27 ‘ 55 68 \L 94 | 122135 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.88 ng 261016 Phenanthrene-d10 11.19
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1638 (11.721 min): BF113755.D (-1635) (-) m/z 72.90 100.00%
43 60 73
5000 129 A\\y\_ﬁMk
97 115 213 e T
14327171185 199 | o7 256 11.40 11.60 11.80 12.00
(o} m/z 42.95 90.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR B B LN B

11. 40 11. 60 11. 80 12. OO

m/z 59.90 86.85%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L I e A e
11.40 11.60 11.80 12.00
5000 - 129 m/z 57.00 71.83%
87 15 oh 214
101 143157 = 185
R L o A na s ma e IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e A R AS e
43 60 73 11.40 11.60 11.80 12.00
m/z 54.95 66.23%
5000 129
29
199
143 157171185 242
ol 15
R EEANREEEE RSS!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.04 ng 98163 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1770 (12.498 min): BF113755.D (-1768) (-) m/z 60.00 100.00%
43 60 73
202
5000 129
H 227241 12.20 12.40 12.60 12.80
0 Ay m/z 72.90 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61123: Dodecanoic acid
60 73
129
43 200
5000 157
; 115 12.20 12.40 12.60 12.80
‘ T 101 ‘ 143 | o m/z 43.00 90.14%
0”"'” 11l . ‘ o T T ”‘”1|8|5” \”” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
12!20 12)40 12!60 12fso
5000 129 m/z 57.00 83.42%
9 115 1571711g5 213 256
o 143 199 227241
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R R R
60 73 12.20 12.40 12.60 12.80
43 m/z 55.00 79.03%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 6 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.73 ng 227638 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2020 (13.968 min): BF113755.D (-2018) (-) m/z 57.00 100.00%
57
113 141 164183202 13.60 13.80 14.00 14.20
oL, ..|, u L genea02 23050 282 L 0 TAS 00 62,750
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 U P DR BRI B
Bmmmmmmm
29 m/z 71.00 60.76%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
13.60 13.80 14.00 14.20
5000 m/z 84.95 45 .88%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo
Abundance #175557: Tetracosane AR REREEEE SRR RS E
57 13.60 13.80 14.00 14.20
m/z 41.00 21.86%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.28 7.81 ng 375526 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Octacosane 394 C28H58 000630-02-4 81
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 2073 (14.280 min): BF113755.D (-2070) (-) m/z 57.00 100.00%
57
5000 85
LN N A B
113 14.00 14.20 14.40 14.60
141
 — ,].J. A 1907 239262 205 | "m/z 71.00 67.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
14.00 14.20 14.40 14.60
m/z 43.00 63.28%
29‘ 113
0 \‘ A h H\ ‘hw h‘ u‘ 11?1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance
57
| 14.00 14.20 14.40 1460
5000 85 m/z 85.00 51.25%
28
183
o 113 155 310
LI UL UURLELELAN SRR SURLELLI SURLELELN SRR SUNLELELAS DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane B EE R R e S
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .09%
5000 85
113 149
0 ‘ H 1 J1§94197‘225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 14.'00 14.'20 14.'40 14.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 8 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .57 7.42 ng 564846 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 C28H58 000630-02-4 81

Abundance Scan 2122 (14.568 min): BF113755.D (-2119) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80

141
o 183 219253 295327 m/z 71.00 65.02%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 LA L L L L L LB L
14.20 14.40 14.60 14.80
99 m/z 43.00 62.71%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R e R
14.20 14.40 14.60 14.80
5000 m/z 85.00 47.08%

99
26 141 183 221254

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517 14.20 14.40 14.60 14.80
m/z 55.00 21.78%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L N,

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 9 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.88 8.77 ng 667449 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2175 (14.880 min): BF113755.D (-2171) (-) m/z 57.00 100.00%
57
5000 J 85
R PSR AL B B
113 14.60 14.80 15.00 15.20
141
I— ,I ll L1699 197219239 267287309 | n7z 71.00  64.05%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA DU IR B
14.60 14.80 15.00 15.20
m/z 43.00 60.91%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.00 49 _14%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #194493: Hexacosane AR
57 14.60 14.80 15.00 15.20
m/z 55.00 21.78%
5000 85
. 29 J n1j3J1§1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 10 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.62 7.32 ng 557021 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2301 (15.621 min): BF113755.D (-2296) (-) m/z 57.00 100.00%
57
A e
141 15.40 15.60 15.80 16.00
o3 ,|. II L7 109 197 225 253 280 309 337 364 | ns7 71.00  66.79%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LR LI B BN R
mmmmmmmm
29 m/z 43.00 57.78%
0 I \L ‘\ Il 1]‘-3 | 141 169 197 225 254
m/z--> 50 160 150 200 250 300 3éo
Abundance
57
" 1540 15.60 15.80 16.00
5000 m/z 85.00 50.46%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 150 260 250 300 3éo
Abundance #194493: Hexacosane A RREEE L e o
57 15.40 15.60 15.80 16.00
m/z 55.00 21.64%
- | VA%—A]M
. 2?“ 1‘ || M2 141 169 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 15.40 15 60 15. 80 16. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 11 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 5.10 ng 387735 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2377 (16.068 min): BF113755.D (-2372) (-) m/z 57.00 100.00%
57
85 \ ”
5000
113 15,80 16.00 16.20 16.40
141 245 . . . .
ol WL B ATt 160 107 205245 2mas03 343 U000 Go.43%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 AR RN UL U I
15,80 16.00 16.20 16.40
29 m/z 43.00 60.22%
ol L [ 141 (169 197 225 254
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15,80 16.00 16.20 16.40
5000 m/z 85.00 52.23%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R R
57 15.80 16.00 16.20 16.40
m/z 54.95 20.81%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 12 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.92 ng 222250 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Docosane 310 C22H46 000629-97-0 83
3 Hexacosane 366 C26H54 000630-01-3 64
4 2-methyloctacosane 408 C29H60 1000376-72-8 58
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 2467 (16.598 min): BF113755.D (-2463) (-) m/z 57.00 100.00%
g7
¥ \/\¢\J\M
5000
16.20 16.40 16.60 16.80 17.00
297
o3 h 329 3% m/z 71.00 64.98%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U BRI PR A I
1620 16.40 16.60 16.80 17.00
m/z 43.00 60.09%
29 113
0 \‘ Jl h “\ I h‘ u‘ l 1?1 ! 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.20 16.40 16.60 16.80 17.00
5000 85 m/z 85.00 54 .58%
. 29 113 141 169 197 225 253 281 310 Hw/AwmeMMxNJ/\wmﬂﬁvaMwnwﬁw
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LSS BLELLELE BN LR N
57 16.20 16.40 16.60 16.80 17.00
m/z 276.05 36.80%
5000 85
29 i 13 14
oL d LT M 109 107 225 253 205 a2 367 WA
m/z--> 50 100 150 200 250 300 350 16,20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113755.D

Acq On : 12 Apr 2019 23:21

Operator : JU/SJ

Sample : K2377-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 64.5 ng 2060000 1 6.67 638241 20.0
2,4,7,9-Tetrameth. .. 9.16 4.4 ng 178146 3 9.70 817567 20.0
n-Hexadecanoic acid 11.72 6.9 ng 261016 4 11.19 758259 20.0
Dodecanoic acid 12.50 2.0 ng 98163 5 13.82 961696 20.0
Octacosane 13.97 4.7 ng 227638 5 13.82 961696 20.0
Heneicosane 14.28 7.8 ng 375526 5 13.82 961696 20.0
Tetratetracontane 14 .57 7.4 ng 564846 6 15.23 1521900 20.0
Triacontane 14.88 8.8 ng 667449 6 15.23 1521900 20.0
Octadecane 15.62 7.3 ng 557021 6 15.23 1521900 20.0
Heptadecane, 9-oc... 16.07 5.1 ng 387735 6 15.23 1521900 20.0
2-methyloctacosane 16.60 2.9 ng 222250 6 15.23 1521900 20.0
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