LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample - K2214-03

Misc :

ALS Vial : 7 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 5.304 542 547 570 rBvV 2895784 3031260 96.24% 10.978%
2 6.334 718 722 725 rBV 2834774 3037232 96.43% 11.000%
3 6.457 739 743 747 rBV 3291592 3093565 98.22% 11.204%
4 6.687 778 782 792 rBVY 786620 714743 22.69% 2.588%
5 6.840 804 808 822 rBV 2623086 2476137 78.62% 8.967%
6 7.251 873 878 881 rBV 1997276 1889527 59.99% 6.843%
7 7.963 996 999 1010 rBV 849592 834487 26.49% 3.022%
8 9.045 1179 1183 1186 rBV 3618135 3149651 100.00% 11.407%
9 9.439 1247 1250 1255 rBV 242883 210347 6.68% 0.762%
10 9.722 1294 1298 1310 rBV 910942 815841 25.90% 2.955%

11 10.510 1428 1432 1446 rBV 1927507 1832529 58.18% 6.637%
12 11.204 1546 1550 1557 rBV 847981 771916 24.51% 2.796%

13 12.527 1772 1775 1786 rBV5 22138 48210 1.53% 0.175%
14 12.786 1815 1819 1822 rBV 3048093 2802026 88.96% 10.148%
15 13.027 1856 1860 1863 rBV 46649 48580 1.54% 0.176%
16 13.368 1914 1918 1920 rBV 49564 45275 1.44% 0.164%
17 13.692 1970 1973 1976 rBV 50615 57333 1.82% 0.208%

18 13.733 1976 1980 1991 rVvVv10 38994 132967 4.22% 0.482%
19 13.839 1994 1998 2009 rvVv 931298 908804 28.85% 3.291%
20 14.010 2023 2027 2030 rBV 73200 73631 2.34% 0.267%

21 14.316 2075 2079 2083 rVB 92030 101658 3.23% 0.368%
22 14.604 2125 2128 2137 rVV 120436 133659 4.24% 0.484%
23 14.674 2137 2140 2144 rVB 41429 40882 1.30% 0.148%
24 14.915 2178 2181 2188 rVB 114846 132678 4.21% 0.481%
25 15.245 2233 2237 2247 rVB 603438 925618 29.39% 3.352%

26 15.668 2304 2309 2315 rBV 113884 178735 5.67% 0.647%
27 16.127 2383 2387 2395 rVB 79471 125055 3.97% 0.453%

Sum of corrected areas: 27612346
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
: BF113555.D

: 3 Apr 2019 20:45

: Ju/sd

: K2214-03

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113555.D
6.46

6.84

6.69

7.25

0
Time-->

T
5.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113555.D

10.51

7.96 11.20

9.44

X

12.53

12.79

t71%o3

Time-->

11.50

12.00 12.50

8.50

9.50

10.00

10.50 11.00

—
8.00

9.00

13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113555.D

13.84

2 1460, 14.92 16.13

37 1gped 1401 143

Time-->

I T
17.00 17.50 18.00

T
13.50 14.00 14.50 15.00

15.50 16.00 16.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 unknown6.46 Concentration Rank 1

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

6.46 86.56 ng 3093570 1,4-Dichlorobenzene-d4 6.69
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.457 min): BF113555.D (-739) (-) m/z 132.00 100.00%
32
5000 68
| 6 ‘ 620 640 660 6.80
54 75 104 . . . .
o..,....,....,...:ll!..?,:! .6?...|....,..5??,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.00 41.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL SR RSN LR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32.77%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.61%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole R L L A e

132 6.20 6.40 6.60 6.80
m/z 69.00 16.24%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 1-Octadecanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.73 2.93 ng 132967 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 62
2 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 58
3 1-Octadecanol, methyl ether 284 C19H400 1000333-92-7 58
4 n-Tetracosanol-1 354 C24H500 000506-51-4 58
5 1-Heneicosanol 312 C21H440 015594-90-8 58

Abundance Scan 1979 (13.727 min): BF113555.D (-1976) (-) m/z 83.00 100.00%
g3
5000{ 4
25169 221 e
281 13.40 13.60 13.80 14.00
0 m/z 57.00 94 .74%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #119523: 1-Octadecanol
5
97
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
m/z 55.00 94 .33%
ol e
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
83
13.40 13.60 13.80 14.00
5000 m/z 97.00 79.18%
4l || 125
224
o 168 “ 7068 327 436482 554 822
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #131396: 1-Octadecanol, methy! ether T
83 13.40 13.60 13.80 14.00
m/z 43.00 61.49%
5000{ 4
25
0 |'i'£ { J!{§§ ”???' Y UL VAR DAL UURLELLY U ISR N SRR BN U
m/z--> 0 100 200 300 400 500 600 700 800 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .32 2.24 ng 101658 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
Abundance Scan 2080 (14.321 min): BF113555.D (-2075) (-) m/z 57.00 100.00%
57
5000
. il 197 237 263 14100 1420 1440 1460
0! m/z 71.00 66.52%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 LR B SULRLILN BN B
85 14100 14,20 14.40 1460
29 m/z 43.00 53.01%
0 \‘ “\ H | \‘ 113 141 169 197 226
m/z--> §o 160 150 260 250 360 3%0
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 84.95 51.00%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane S e e
57 14.00 14.20 14.40 14.60
m/z 98.95 20.70%
85
5000
29 113
ol | L) J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14.00 14.20 14.40 14.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.89 ng 133659 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2127 (14.598 min): BF113555.D (-2125) (-) m/z 57.00 100.00%
g7
5000 85
Ll om0 o o 14120 14140 1460 14580 15,00
Ot . f I T A A m/z 43.00 72 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AL DAL B B
mmmmmmmmmm
29 3 m/z 71.00 65.68%
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 42 .20%
29
0 113 141 169 197 225 253 338
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane B
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.84%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.87 ng 132678 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2182 (14.921 min): BF113555.D (-2178) (-) m/z 56.95 100.00%
57
5000 85
13 14.60 14.80 15.00 15.20
141
o — ,j. Lif5 g asotongy 23209205 335 1 P00 66 0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 LR DL SR S B
mmmmmmmm
29 m/z 43.00 58.27%
113 141 268
o I O e L R .
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.00 50.77%
29
o 13 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 350 460 !
Abundance #223851: Hentriacontane e
57 14.60 14.80 15.00 15.20
m/z 55.00 23.10%
5000
85
29 113 141
o ‘ ] BTy 169 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 14 60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 3.86 ng 178735 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2309 (15.668 min): BF113555.D (-2304) (-) m/z 57.00 100.00%
57
85
5000

15.40 15.60 15.80 16.00

J 141 169190211 253 281301
o...l,“““ e, m/z 71.00 69.49%
miz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LN L L B B
15.40 15.60 15.80 16.00
29 m/z 43.00 60.90%
113 10
oL Ll h i 7 | |41 169 197 225 253 281 309 337 365 394
A il 2 e A R SR
miz--> 50 100 150 200 250 300 350
Abundance
57
e
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 56.84%
113
L2 141 169159211 239 267 205 323 352
b e e e
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane N BEEEE L
57 15.40 15.60 15.80 16.00
m/z 55.00 22.75%
5000 85
113
o 29| ‘ J‘ H 141 169 197 225 267 295 365 393
L L Bt P LSBT 7 N Sl e
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample : K2214-03

Misc :

ALS Vial : 7 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

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 Tetracosane, 1l1-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.70 ng 125055 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane, 1l1-decyl- 479 C34H70 055429-84-0 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2387 (16.127 min): BF113555.D (-2383) (-) m/z 57.00 100.00%
7
RN U BUURE
141167183 15.80 16.00 16.20 16.40
ol e A LI m/z 71.00 71.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57
5000 85 L DAL I U UL
15.80 16.00 16.20 16.40
m/z 43.00 55.32%
oL 38 ‘ | Hlﬁ3wlﬂl‘1§9 197 225 253 295 337 364 393 420
m/z--> éo 100 150 200 250 360 3éo 400
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.00 47 .38%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane R Ea e ARmEEEE L
57 15.80 16.00 16.20 16.40
m/z 55.00 23.64%
1 WMMM
5000
29
oLl L] 113 141 160 197 225 753 338
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113555.D

Acq On : 3 Apr 2019 20:45

Operator : JU/SJ

Sample - K2214-03

Misc :

ALS Vial : 7 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 .46 6.46 86.6 ng 3093570 1 6.69 714743 20.0
1-Octadecanol 13.73 2.9 ng 132967 5 13.84 908804 20.0
Hexadecane 14.32 2.2 ng 101658 5 13.84 908804 20.0
Heneicosane 14.60 2.9 ng 133659 6 15.24 925618 20.0
Nonadecane 14.92 2.9 ng 132678 6 15.24 925618 20.0
Octacosane 15.67 3.9 ng 178735 6 15.24 925618 20.0
Tetracosane, 11-d... 16.13 2.7 ng 125055 6 15.24 925618 20.0
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