LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample - K6435-01

Misc :

ALS Vial : 13 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 P\METHODS\8270-BP121919.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 5.593 591 596 614 rVB 96440 165004 12.38% 1.793%
2 6.205 694 700 716 rBV 598092 791771 59.41% 8.602%
3 7.752 956 963 977 rBV 664765 894352 67.11% 9.716%
4 7.928 987 993 1004 rBV 771121 912457 68.47% 9.913%
5 8.281 1048 1053 1063 rVB 134680 153305 11.50% 1.666%
6 8.528 1088 1095 1102 rBV 613817 749878 56.27% 8.147%
7 9.169 1197 1204 1208 rBV 462510 570358 42.80% 6.197%
8 9.798 1305 1311 1318 rBV6 6076 16127 1.21% 0.175%
9 10.316 1394 1399 1413 rBV 137594 176358 13.23% 1.916%
10 12.098 1695 1702 1719 rBvV 900777 1105232 82.93% 12.008%
11 12.769 1811 1816 1830 rBvV 59961 89081 6.68% 0.968%

12 13.175 1879 1885 1896 rBV 169735 225096 16.89% 2.445%
13 14.475 2098 2106 2124 rBV 553626 743549 55.79% 8.078%
14 15.575 2288 2293 2306 rVB 199201 247404 18.56% 2.688%

15 16.469 2440 2445 2453 rBV 44127 59319 4._.45% 0.644%
16 17.298 2581 2586 2589 rBV 12678 15920 1.19% 0.173%
17 17.451 2603 2612 2624 rBV2 84594 141334 10.61% 1.535%
18 17.557 2627 2630 2641 rVB5 19794 35469 2.66% 0.385%
19 17.863 2676 2682 2686 rBV 1146555 1332667 100.00% 14.478%
20 18.533 2789 2796 2807 rVB 37149 52338 3.93% 0.569%
21 19.157 2895 2902 2908 rBvV4 21299 65300 4_.90% 0.709%
22 19.221 2908 2913 2922 rVB 215736 251773 18.89% 2.735%
23 19.898 3022 3028 3034 rBV 18750 26616 2.00% 0.289%
24 20.098 3057 3062 3072 rBv4 10164 20759 1.56% 0.226%
25 20.233 3081 3085 3088 rBV2 13018 15349 1.15% 0.167%
26 20.268 3088 3091 3096 rVB2 19806 24828 1.86% 0.270%
27 20.663 3154 3158 3163 rVB2 19580 24296 1.82% 0.264%
28 20.986 3207 3213 3222 rBV2 145589 206845 15.52% 2.247%
29 21.092 3227 3231 3238 rVB2 17497 25766 1.93% 0.280%
30 21.586 3309 3315 3320 rBV2 14613 25580 1.92% 0.278%
31 21.727 3330 3339 3340 rBV9 10668 22573 1.69% 0.245%
32 22.145 3405 3410 3419 rVB3 8164 17801 1.34% 0.193%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample - K6435-01

Misc :

ALS Vial : 13 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 P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 9204505
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator : JU

Sample . K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001467.D
1000000

800000 7.93

7.75
6.20 8.53

600000
9.17

400000

200000
559 8.28

I
9.00

[ [
8.00 8.50

I
7.50

R L i —iti6iislol I i’

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BP001467.D

1000000
12.10

800000
600000 14.47

400000

15.57
200000 10.32 13.17

12.77 16.47

9.80

G.....................%.................................,...

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001467.D
17.86

1000000
800000
600000

400000

19.22
200000 20.99

17.45 kﬂ
18.53
17;3(}1&7,.33_} n 19.116 1990 A9FY 2066 P1.09  21F073 2214

e e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

559 21.53ng 165004  1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
-Hexanol . 2-methvl- 116 C7H160 000625-23-0 33
-Butene. 4-ethoxv- 100 C6H120 044611-46-3 17
utane 58 C4H10 000106-97-8 14

abrwNPE
WL NNN

Abundance Scan 596 (5.593 min): BP001467.D (-591) (-) 42.95 100.00%

43.0
5000
101.0

l 520 540 560 580 6.00
Ol i 19832071 27333172 375.7 429.24732 526.7 m/z 58.95 58.23%

T 1 T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L L L L L L L

5.20 540 5.60 5.80 6.00
m/z 101.00 22.84%

101.0
o' e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
R N
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.00 13.50%
101.0
o,n.iﬁ..ﬂ..”,.”. R A e AR RAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8358: 2-Hexanol, 2-methyl- e
59.0 520 540 560 580 600

m/z 41.00 10.45%

5000
101.0
0 1?% \Im | \

I
| I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 119.04 ng 912457 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
Abundance Scan 993 (7.928 min): BP001467.D (-987) (-) m/z 131.95 100.00%
131.9
5000 68.0

7.60 7.80 8.00 8.20
o 179.8 232.9276.9319.4365.7  434.1 481.7523.9 m/z 67.95 45 _95Y

wwmwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 |||lll/}|llll|llll|llll|
7.60 7.80 8.00 8.20
m/z 65.95 39.25%
0 14.
mmwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
R AR Ry
7.60 7.80 8.00 8.20
5000 m/z 133.95 32.41%
63.0
U O N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14396: 1,2,4-Trifluorobenzene O EAm T R
132.0 7.60 7.80 8.00 8.20
m/z 69.10 23.47%
5000 63.0
o,n.nﬁﬂh,ﬁ”.,”........” e — SRS E VD K G —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.47 4.80 ng 59319 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 53

Abundance Scan 2445 (16.469 min): BP001467.D (-2440) (-) m/z 73.00 100.00%

3.0

5000 129.1

-

112132
: 256.2 16.20 16.40 16.60 16.80
326.8  395.8 444.7 506.4548.9 m/z 41.10 95.62%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60Q.
5000 LA L L L L L L
16.20 16.40 16.60 16.80
0
171.0213.0256.0 m/z 43.10 93.48%
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
3.0
T T T [T T T
16.20 16.40 16.60 16.80
5000 m/z 59.95 92.79%
2 199.0242.0
Ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid N BRE A N

3.0 16.20 16.40 16.60 16.80
m/z 55.00 83.19%

5000

:

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 5 6-Octadecenoic acid, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.45 11.23 ng 141334 Chrysene-di12 19.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 87
2 7-Heptadecene. 1-chloro- 272 C17H33CI 056554-78-0 76
3 Aspidospermidin-17-ol. l-acetvl-... 414 C23H30N205 002122-26-1 76
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
5 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 70

Abundance Scan 2612 (17.451 min): BP001467.D (-2603) (-) m/z 55.05 100.00%

5000

17.20 17.40 17.60 17.80

39.1180.2222.2264.2
m/z 41.05 81.86%

o 3315 400.3 4734 532.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129348: 6-Octadecenoic acid, (2)-

5000
17.20 17.40 17.60 17.80
m/z 69.05 67.69%
180.0222.0
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121210: 7-Heptadecene, 1-chloro-
55.0
17.20 17.40 17.60 17.80
5000 7.0 m/z 83.05 52.33%
ok li%4oo 2050 220
I B e B B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217201: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16...
69.0 17.20 17.40 17.60 17.80
m/z 43.05 45 .34%
138.0
5000
0 ‘ 202.0 370.0414.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.56 2.82 ng 35469 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2631 (17.563 min): BP001467.D (-2627) (-) m/z 55.00 100.00%

129.0

5000
185.2
241.1

2843 3619 17.20 17.40 17.60 17.80

m/z 43.00 99.70%

o 420.2 503.2544.4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0

17.20 17.40 17.60 17.80
m/z 73.00 96.44%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

17.20 17.40 17.60 17.80
m/z 41.00 90.70%

5000

284.0
0129.0
’ 185.0
) | 241.0 5720
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid e B BAELE e
.0 17.20 17.40 17.60 17.80
m/z 59.90 72 .30%
5000
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 7 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.53 4.16 ng 52338 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 99
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 59

Abundance Scan 2795 (18.527 min): BP001467.D (-2789) (-) m/z 59.00 100.00%

54.0

5000

—

12.0154.0, .. -238.2 18.20 18.40 18.60 18.80
: 2280.9 343,
o 195.7 343.9 305.4438.1 49985483 7" 25 00 B1.94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (2)-

a1
©
o
I
I '

5000
18.20 18.40 18.60 18.80

m/z 55.00 56.09%

126.0

0‘16. 184.0 238.0281.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28131: 7-Nonenamide

(2}
©
o

18.20 18.40 18.60 18.80

5000 m/z 41.00 44.59%
M L 11201550
N e NN
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T T T T T T
59.0 18.20 18.40 18.60 18.80
m/z 43.00 29.03%
5000
0 141.0 196.0
L o o L o e e e e o RN AEEEmEmmms
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 18. 20 18. 40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 5.19 ng 65300 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
3 Fumaric acid. 3.5-difluorophenvl... 396 C22H30F204 1000339-37-8 87
4 1-Tetradecene 196 C14H28 001120-36-1 83
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 83
Abundance Scan 2903 (19.163 min): BP001467.D (-2895) (-) m/z 55.00 100.00%
58.0
7.1
5000
153.0 206.9 18.80 19.00 19.20 19.40
Obrr UL 07 266931333500 4277 80535480 ns5 43 05 | 81.86%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
54.0
97.0
5000 LU LA B B
18180 19.00 19.20 19.40
m/z 57.00 73.46%
ol 1 1{3%91810 308.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163020: 9-Tricosene, (2)-
57.0
18:80 19.00 19.20 19.40
5000 111.0 m/z 82.95 65.54%
322.0
oI5, J l%?%?%96023&02800
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210152: Fumaric acid, 3,5-difluorophenyl dodecy! ester T e e
69.0 18.80 19.00 19.20 19.40
261.0 m/z 69.05 63.20%
111.0
5000
183.0
ol 2% L 1] 2250 396.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.90 2.11 ng 26616 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 97
2 Eicosane 282 C20H42 000112-95-8 93
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
4 Heneicosane 296 C21H44 000629-94-7 93
5 Docosane 310 C22H46 000629-97-0 93
Abundance Scan 3028 (19.898 min): BP001467.D (-3022) (-) m/z 57.00 100.00%
57.0
5000
a0 10.60 19.80 20.00 20.20
141.0 1971 : : : :
ok L LGED 19712300 207 smsetora  arsa ssd i3T5 74 38N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 LR DA SR BRI SURA

19 60 19. 80 20 00 20. 20
m/z 71.00 62 .96%

9.0
| ;141.0183.0 239.0 296.0

e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57.0
T T T
19.60 19.80 20.00 20.20
5000 m/z 85.10 48 .47%
9.0
,141.0183.0225.0 282.0
Db i = e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129499: Nonadecane, 9-methyl- e RN ERn e TS

19.60 19.80 20.00 20.20
m/z 54.95 33.12%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 60 19. 80 20 00 20. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 10 Decane, 1-i1odo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.40 ng 24828 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1l-i1odo- 268 C10H211 002050-77-3 87
2 Eilcosane 282 C20H42 000112-95-8 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
Abundance Scan 3091 (20.268 min): BP001467.D (-3088) (-) m/z 57.05 100.00%
57.0
5000
9.0 o000 9090 90040 2080
141.0185.1 20.00 20.20 20.40 20.60
Ob b b g 17, 23972810 | 3552 41514629 5151 | sz 43.00  66.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116706: Decane, 1-iodo-
57.0
5000 L UL BULUN BRI U
mmmmmmmm
m/z 71.05 53.21%
9.0 155.0
0--* [t ,,,,2§§P, DN PRI B S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane

20.00 20.20 20.40 20.60
m/z 85.05 51.32%

5000

" 141.0183.0225.0 282.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane B E L R
57.0 20.00 20.20 20.40 20.60
m/z 55.00 29.32%
5000

9.0
; 141 0183. o 268 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 11 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.66 2.35 ng 24296 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 3158 (20.663 min): BP001467.D (-3154) (-) m/z 57.00 100.00%
57.0
5000
ERR AR BN SUN SR
141. 0182 2 20.40 20.60 20.80 21.00
Ol M b 19 “ ot i 225:3266.9 | 840.7 3911433.7474.9 5280 | “rzz 43.05  74.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 LN UL BRI SURBULE I
5.0 20,40 20.60 20.80 21.00
m/z 71.05 63.40%
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
20,40 20.60 20.80 21.00
5000 m/z 84.95 41.39%
9.0 183.0
ob 1 11410 310.0
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane T
20.40 20.60 20.80 21.00
m/z 55.05 31.16%
5000
| 141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 12 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.09 2.49 ng 25766 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
3 Hexacosane. 1.26-dibromo- 522 C26H52Br2 143389-26-8 83
4 Hexacosane 366 C26H54 000630-01-3 81
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 81

Abundance Scan 3231 (21.092 min): BP001467.D (-3227) (-) m/z 57.05 100.00%

5000
1411 2070 2810 20.80 21.00 21.20 21.40
o 322.6365.4 426.5 475.0 524.0 m/z 71.00 62 .45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB LB
20. 80 21. 00 21. 20 21. 40
m/z 43.00 60.70%
9.0
ol |141.0183.0225.0 282.0
I B i B e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl-
57.0
N B A
20.80 21.00 21.20 21.40
5000 m/z 84.95 42 .99%
.0
RED PR UL S e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237283: Hexacosane, 1,26-dibromo- RN e B S
57.0 20.80 21.00 21.20 21.40
m/z 41.00 32.38%
5000
445.0
o Sﬂ 141-0183.0225.0 275.0319.0361.0403.0 524.0
.”.,.”.,.”.,.”. R B B e B Ra R R R A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 13 Dotriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.59 2.47 ng 25580 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontane 451 C32H66 000544-85-4 94
2 Tetracosane 338 C24H50 000646-31-1 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 3316 (21.592 min): BP001467.D (-3309) (-) m/z 57.10 100.00%
57.1
5000
1.0 21120 21.40 21.60 21.80 22.00
192.9 283.2 : : : : :
o4 L iy 2302 S0 844138824280 4890 597 | "m/z  43.05  80.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227194: Dotriacontane
57.0
5000 A DA B R BN
mmmmmmmmnm
9.0 m/z 71.00 64.62%
o uhjﬁ%w%wmmwMMM%o%m
m/z--> 5b 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #175558: Tetracosane
57.0
21120 21.40 21.60 21.80 22.00
5000 m/z 85.05 63.83%
9.0
0 41.0183.0225.0267.0  338.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane I L e
21.20 21.40 21.60 21.80 22.00
m/z 41.00 32.91%
5000

141.0183.0225.0267.0309.0 365.0
miz--> 50 100 150 200 250 300 350 400 450 500 550 2120 21,40 2160 2180 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001467.D

Aca On : 27 Dec 2019 19:45

Operator :© JU

Sample : K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 14 unknown21.73 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.73 2.18 ng 22573 Perylene-d12 20.99
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
1 Imazalil 296 C14H14CI2N20 035554-44-0 9
2 6.alpha.-[(2-Hydroxyethyl)thio]c... 478 C29H5003S 095841-74-0 1
Abundance Scan 3339 (21.727 min): BP001467.D (-3330) (-) m/z 57.00 100.00%
5%.0
8000
6000
176.9 445.3 e
4000 mmmmmmnm
m/z 41.00 76.29%
2000
340.9 402.9 489.1 546.1
O
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance #140672: Imazalil
41.0 S UM BRI BRI UGS
21.40 21.60 21.80 22.00
8000 m/z 43.05 57.04%
6000
4000
173.0215.0
2000 | oo 21:40 21.60 21.80 22.00
. | L,EE?? i . 296.0 m/z 176.90 49 .93%
e e e o ae e a a se a
Abundance #232328: 6.alpha.-[(2-Hydroxyethyl)thio]cholest-7-ene-3.be...
43.0
8000
5000 21:40 21.60 21.80 22.00 |
m/z 445.30 46.72%
4000
2000
0
m'z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001467.D

Acq On : 27 Dec 2019 19:45

Operator : JU

Sample - K6435-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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]
2-Pentanone, 4-hy... 5.59 21.5 ng 165004 1 8.28 153305 20.0
unknown7 .93 7.93 119.0 ng 912457 1 8.28 153305 20.0
n-Hexadecanoic acid 16.47 4.8 ng 59319 4 15.57 247404 20.0
6-Octadecenoic ac... 17.45 11.2 ng 141334 5 19.22 251773 20.0
Octadecanoic acid 17.56 2.8 ng 35469 5 19.22 251773 20.0
9-Octadecenamide, ... 18.53 4.2 ng 52338 5 19.22 251773 20.0
1-Docosene 19.16 5.2 ng 65300 5 19.22 251773 20.0
Heptadecane, 2,6,... 19.90 2.1 ng 26616 5 19.22 251773 20.0
Decane, 1l-iodo- 20.27 2.4 ng 24828 6 20.99 206845 20.0
Octadecane, 2-met... 20.66 2.4 ng 24296 6 20.99 206845 20.0
Eicosane 21.09 2.5 ng 25766 6 20.99 206845 20.0
Dotriacontane 21.59 2.5 ng 25580 6 20.99 206845 20.0
unknown21.73 21.73 2.2 ng 22573 6 20.99 206845 20.0
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