LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122719\

Data File : BP001476.D

Aca On - 28 Dec 2019 00:16 Instrument :

Operator : JU gyA{g el
- _ lentosampleld :

3?22'6 : K6438-09 DUNR-BF006-01

ALS Vial : 22 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 5.587 590 595 611 rVB 63183 97612 11.46% 1.618%
2 6.199 694 699 714 rBV 370888 500675 58.76% 8.299%
3 7.746 956 962 976 rBV 419787 545452 64.01% 9.041%
4 7.928 987 993 1005 rVB 479983 561432 65.89% 9.306%
5 8.281 1048 1053 1063 rVB 121133 139796 16.41% 2.317%
6 8.522 1088 1094 1107 rVB 388310 448684 52.66% 7.437%
7 9.163 1197 1203 1223 rBvY 272850 347539 40.79% 5.761%
8 10.316 1394 1399 1418 rBV 122870 161763 18.98% 2.681%
9 12.093 1696 1701 1721 rBV 495080 654164 76.77% 10.843%
10 12.769 1811 1816 1828 rBvV 10857 18272 2.14% 0.303%

11 13.181 1880 1886 1900 rBV 142582 200255 23.50% 3.319%
12 14.475 2100 2106 2126 rBV 350191 510594 59.92% 8.463%
13 15.575 2288 2293 2306 rBV 168815 222568 26.12% 3.689%
14 16.469 2440 2445 2455 rBV3 22068 33703 3.96% 0.559%
15 17.863 2676 2682 2697 rBV 805752 852083 100.00% 14.124%

16 19.139 2888 2899 2908 rBV5 26562 97775 11.47% 1.621%
17 19.222 2908 2913 2927 rVB 184485 235260 27.61% 3.900%
18 19.863 3009 3022 3025 rBVS8 35416 108454 12.73% 1.798%

19 19.969 3036 3040 3048 rBV10 3794 9470 1.11% 0.157%
20 20.269 3088 3091 3097 rVB 11752 14090 1.65% 0.234%
21 20.663 3153 3158 3163 rBV 12680 16185 1.90% 0.268%
22 20.986 3207 3213 3224 rBV 138153 205838 24.16% 3.412%
23 21.092 3227 3231 3236 rVB2 10545 14790 1.74% 0.245%
24 21.586 3309 3315 3319 rBV3 10470 18610 2.18% 0.308%
25 21.727 3333 3339 3347 rBV3 5586 17994 2.11% 0.298%
Sum of corrected areas: 6033058
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator : JU

Sample . K6438-09

Misc :

ALS Vial :© 22 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: BP001476.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator :© JU

Sample - K6438-09

Misc :

ALS Vial : 22 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.

5.59 13.96 ng 97612 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 596 (5.593 min): BP001476.D (-590) (-) 43.00 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

Ol e 147.6194.9238.8 287.7  3°6.8 434.1476.6 5285 | "m/z 59.00  64.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L N L L L L L L

5.20 540 5.60 5.80 6.00
m/z 101.00 24.11%

101.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
e
5.20 5.40 5.60 5.80 6.00
5000 m/z 57.95 15.02%
101.0
L T T L L = SIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R T
59.0 520 540 560 580 600

m/z 41.05 11.73%

5000
J | 1260
0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator :© JU

Sample - K6438-09

Misc :

ALS Vial : 22 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 80.32 ng 561432 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 993 (7.928 min): BP001476.D (-987) (-) m/z 131.95 100.00%
1319
5000 68.0

7.60 7.80 8.00 8.20
o 211.8254.7 309.8 361.6 410.4 467.2 528.7 m/z 67.95 45 . 40%

1—rrv—rv—rv—rv—v—rv—ﬁ—v—rv—ﬁ—v—rrv—ﬁ—rv—v—h—rv—rh—rv—rrv—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 ||||||/}||||||||||||||||
69.0 7.60 7.80 8.00 8.20
] m/z 65.95 38.57%
0,.”LJ”.M&. S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
T T R
7.60 7.80 8.00 8.20
5000 m/z 134.00 34.75%
63.0
U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine A e
132.0 7.60 7.80 8.00 8.20
m/z 69.05 22 .57%
5000
70.0
o,njﬂﬂw.w..”,.”. M MMM S
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 : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator :© JU

Sample - K6438-09

Misc :

ALS Vial : 22 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 3.03 ng 33703 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 64
Abundance Scan 2445 (16.469 min): BP001476.D (-2440) (-) m/z 73.00 100.00%
73.0
5000 129.0
171.2213.1
256.3 16.20 16.40 16.60 16.80
0 okt .I.I.J, | b 203,7 352439510374 49895446 | n/z  43.10  86.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.q

5000
16.20 16.40 16.60 16.80

171.0213.0256.0 m/z 60.00 83.87%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
73.0
16.20 16.40 16.60 16.80
5000 129.0 m/z 54.95  78.82%
29 185.0
d‘ 228.0
Oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0 16.20 16.40 16.60 16.80
m/z 41.05 73.62%
5000 129.0
24 199.0242.0
0y
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 : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator :© JU

Sample - K6438-09

Misc :

ALS Vial : 22 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 1-Docosanol, methyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.14 8.31 ng 97775 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 2899 (19.139 min): BP001476.D (-2888) (-) m/z 55.05 100.00%

53.0
97.0
5000

1390 2079 2809 344.1387.2432.6 489.3532.8 1880 19,00 19.20 1940

oA T Er e e m/z 43.05 88.69%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #177220: 1-Docosanol, methyl ether
83.0
4110

5000 R EEaEEm e
1880 19. OO 19 20 19. 40

25.0 m/z 57.00 79.26%
| 11%6]021002520.30?0

o
al
o

o L L L o o o o I I e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
I RREREERE SRR
18.80 19.00 19.20 19.40
5000 1110 m/z 83.00 72.38%
oL l%53019502380 308.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0 18.80 19.00 19.20 19.40
m/z 97.00 68.98%
5000 11.0
. 135301960 29403400
o o o e e B e B R N EEERE R EEs sy
m/z--> 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 : BP001476.D

Aca On : 28 Dec 2019 00:16

Operator :© JU

Sample - K6438-09

Misc :

ALS Vial : 22 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 D:A-Friedo-2,3-secooleanane... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.86 9.22 ng 108454 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:A-Friedo-2.3-secooleanane-2.3-... 502 C32H5404 088373-58-4 93
2 7-Hexadecvne 222 C16H30 074685-28-2 70
3 2.2.6-Trimethvl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 64
4 5-Bromo-4-ox0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
5 6-epi-shyobunol 222 C15H260 1000374-18-3 51
Abundance Scan 3022 (19.863 min): BP001476.D (-3009) (-) m/z 55.10 100.00%
58.
09.1
5000
162.9 218.1
2731 1560 19580 2000 2020
341.0 426.3 . . . )
I | 4L T ATE NS Tm/z 69.00 92.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235570: D:A-Friedo-2,3-secooleanane-2,3-dioic acid, dimet...
5000 L SIS B SULSE AU
41 19.60 19.80 20.00 20.20
m/z 81.05 78.87%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79550: 7-Hexadecyne
67.0
19.60 19.80 20.00 20.20
5000 m/z 95.10 77 .65%
09.0
ol2aq l .  165.0 218.0
m/z--> §o 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta. ..
41.0 95.0 19.60 19.80 20.00 20.20
m/z 66.95 65.89%
5000
7o 2180
ol Lk d
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20

8270-BP121919.M Tue Jan 07 03:44:39 2020 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001476.D

Acq On : 28 Dec 2019 00:16

Operator : JU

Sample - K6438-09

Misc :

ALS Vial : 22 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 14.0 ng 97612 1 8.28 139796 20.0
unknown7 .93 7.93 80.3 ng 561432 1 8.28 139796 20.0
n-Hexadecanoic acid 16.47 3.0 ng 33703 4 15.57 222568 20.0
1-Docosanol, meth... 19.14 8.3 ng 97775 5 19.22 235260 20.0
D:A-Friedo-2,3-se... 19.86 9.2 ng 108454 5 19.22 235260 20.0
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