LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On 13 Jun 2019 11:11

Operator : HP/JU

Sample : K3283-01

Misc :

ALS Vial : 8 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 F\METHODS\8270-BF061219.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 4.828 463 466 473 rBV 72780 94599 2.18% 0.223%
2 5.251 534 538 542 rBY 3883821 3948684 90.98% 9.315%
3 6.292 709 715 718 rBV 4059623 4106134 94.61% 9.686%
4 6.416 731 736 739 rBVY 4773264 4340164 100.00% 10.238%
5 6.645 771 775 779 rBVY 1888801 1580970 36.43% 3.729%
6 6.804 798 802 805 rBVY 3847032 3231736 74.46% 7.623%
7 7.210 866 871 874 rBVY 2815333 2595990 59.81% 6.124%
8 7.928 989 993 997 rBVY 2491847 2040762 47 .02% 4.814%
9 9.004 1171 1176 1179 rBV 4848995 4281445 98.65% 10.100%
10 9.398 1239 1243 1246 rBVY 470419 378987 8.73% 0.894%

11 9.674 1285 1290 1294 rBV2 2608248 2190446 50.47% 5.167%
12 10.457 1418 1423 1437 rBV 2822886 2549239 58.74% 6.013%
13 11.151 1536 1541 1543 rBV 2081767 1897464 43.72% 4._.476%
14 11.168 1543 1544 1548 rVB 144315 110774 2.55% 0.261%
15 11.692 1628 1633 1641 rBV3 93264 148543 3.42% 0.350%

16 11.774 1642 1647 1652 rVB2 141728 177027 4.08% 0.418%
17 12.351 1742 1745 1749 rBV 246433 208197 4._80% 0.491%
18 12.574 1779 1783 1787 rBV 204079 211484 4.87% 0.499%
19 12.727 1805 1809 1813 rBV 3403378 3085040 71.08% 7.277%
20 13.645 1958 1965 1975 rBV3 190425 355270 8.19% 0.838%

21 13.768 1981 1986 1989 rBV 1905036 1838514 42.36% 4_337%
22 13.792 1989 1990 1998 rVB 131748 115007 2.65% 0.271%
23 13.962 2016 2019 2023 rBV2 51715 52711 1.21% 0.124%
24 14.268 2068 2071 2075 rBV 72599 87532 2.02% 0.206%
25 14.562 2118 2121 2124 rVB 121351 105255 2.43% 0.248%

26 14.768 2152 2156 2159 rBV 128420 191457 4.41% 0.452%
27 14.862 2169 2172 2176 rBV 187135 179817 4.14% 0.424%
28 15.033 2199 2201 2206 rVB 66517 74672 1.72% 0.176%
29 15.092 2208 2211 2216 rVB 80148 89953 2.07% 0.212%
30 15.151 2216 2221 2227 rBV 1421711 1666798 38.40% 3.932%

31 15.204 2227 2230 2235 rVB 144081 176415 4._.06% 0.416%

32 15.592 2292 2296 2302 rVB 154970 217767 5.02% 0.514%
33 16.039 2369 2372 2376 rBV2 45973 63610 1.47% 0.150%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On 13 Jun 2019 11:11

Operator : HP/JU

Sample : K3283-01

Misc :

ALS Vial : 8 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 42392463
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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: BF114994.D

6.29
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3000000 701
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483 | ul

. S L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF114994.D
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2000000
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1117 1118977 12.3512.57

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114994.D
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3000000

2000000 13.77
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79306 14.27 147805 5 16.04
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Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 1 unknown6.42 Concentration Rank 1

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

6.42 54 .91 ng 4340160 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 737 (6.422 min): BF114994.D (-731) (-) m/z 132.00 100.00%
5000
68
96 N BbO A0 E RO & RO
40 ,- 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:;-...?,....??.I.' SOVIR -1 AN M - NN | m/z 134.00 34.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 6 R S UL R
a1 o7 6.00 6.20 6.40 6.60 6.80
- 117 m/z 68.00 30.84%
0 ,,le.mllsﬁll‘lln,i.mfsq.,l,,II,,.,.,|I.m§|9”|:,|,19,5,|,,,I,.I1,2,f1,|||m|”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.00 19.83%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T BEaa e o )
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.66%
5000 104
0 “l"“l"“l"'m""ﬁ"'whd'w'"|“"?E"|'“'|'}Ez"'w T IR SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 4 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.64 3.86 ng 355270 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1964 (13.639 min): BF114994.D (-1958) (-) m/z 57.05 100.00%

57 83

5000

13.40 13.60 13.80 14.00

153168183197 215229 248

282

0 m/z 43.00 90.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
56
69 83
5000 LIRS
13.40 13.60 13.80 14.00
29 m/z 55.00 87.68%
0 140154 182
RARRIEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
41 57
b RREmE EE e
13.40 13.60 13.80 14.00
5000 m/z 83.00 86.45%
2 125
ol ] | 140154168 196210 252 280
RARRIEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecyl ester B
4 3 13.40 13.60 13.80 14.00
m/z 97.05 78.91%
4
5000
125
0 140154168183 210 238750267 295
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.16 ng 179817 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
3 Hexacosane 366 C26H54 000630-01-3 81
4 Heptadecane 240 C17H36 000629-78-7 74
5 Pentacosane 352 C25H52 000629-99-2 74
Abundance Scan 2172 (14.862 min): BF114994.D (-2169) (-) m/z 57.00 100.00%
57
85
5000
e "0 1460 1500 30
141 169 : : : :
ol NS ll ll A 30 196, 228 1l 213291309 310 m/z 71.05 69.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI UL B SULRLLE UL

14.60 14.80 15.00 15.20

m/z 43.00 55.41%
29 | ]113 141 169
ol b LY 100 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
e AR am s
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 52.33%
113
0 ‘ ’ | A, 14 183 211 239 267 296
At —
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B R R R e
57 14.60 14.80 15.00 15.20
m/z 252.00 21_55%
5000 85
29
oL j I i J11}3J 141160 197 225 253 205 323 367
e T e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 7 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.12 ng 176415 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2229 (15.198 min): BF114994.D (-2227) (-) m/z 57.00 100.00%
57
85
5000
141 267 14.80 15.00 15.20 15.40 15.60
o3l ld ﬂ 100183 211230 207200311 883367 | Tnsz 71.05  75.45%
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DAL BN BRI B
Mmmmmmmmmm
m/z 43.00 55.65%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 54 _.65%
0 ‘ ’ Lo Jllﬁ3i 141 183 211 239 267 296
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194493: Hexacosane LSS BLELLELE BN LR N
57 14.80 15.00 15.20 15.40 15.60
m/z 41.00 18.20%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 S
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF114994.D

Aca On : 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 8 Pentacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.59 2.61 ng 217767 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 94
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2296 (15.592 min): BF114994.D (-2292) (-) m/z 57.00 100.00%

57
85
5000
141 169 207 15.20 15.40 15.60 15.80 16.00
ol A L d l| L 1991880/225 247 280 309 333353 m/z 71.10 73.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 A DA B B B

15 20 15. 40 15. 60 15. 80 16. 00

m/z 85.05 56.87%
29 113
NI 1777141 160 197 225 255 296
b e 17—
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
A e
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.05 56.61%
113
oL 2Ly \ [t 169189 211 239 267 295 323 352
4 - T
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R RRERREEEEE TR
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 23.67%
5000 85
113
0 “ ’ | ) |77, 141 183 211 239 267 29
—— et 7 A B RN mEE s
m/z--> 50 100 150 200 250 300 350 15 20 15. 40 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061319\
Data File : BF114994.D

Acq On 13 Jun 2019 11:11

Operator : HP/JU

Sample - K3283-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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 .42 6.42 54_.9 ng 4340160 1 6.65 1580970 20.0
Cyclopentadecane 13.64 3.9 ng 355270 5 13.77 1838510 20.0
Heptadecane, 2,6,... 14.86 2.2 ng 179817 6 15.15 1666800 20.0
Heneicosane 15.20 2.1 ng 176415 6 15.15 1666800 20.0
Pentacosane 15.59 2.6 ng 217767 6 15.15 1666800 20.0
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