LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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 5.616 595 600 616 rVB 185453 300236 17.02% 1.989%
2 6.216 696 702 718 rBVY 1068110 1380796 78.28% 9.147%
3 7.758 957 964 979 rBVY 1085499 1512907 85.76% 10.022%
4 7.940 989 995 1005 rBY 1194498 1490045 84.47% 9.871%
5 8.299 1051 1056 1065 rBV 335047 395298 22.41% 2.619%
6 8.546 1092 1098 1105 rBV 973022 1174210 66.56% 7.778%
7 8.722 1124 1128 1135 rBV 36601 42717 2.42% 0.283%
8 8.981 1168 1172 1175 rBV 14419 22381 1.27% 0.148%
9 9.187 1199 1207 1211 rBV 746385 935825 53.05% 6.199%
10 10.334 1393 1402 1411 rBV 388644 454176 25.75% 3.009%

11 12.116 1699 1705 1725 rBV 1356093 1723679 97.71% 11.418%
12 12.787 1814 1819 1837 rVB 147811 183971 10.43% 1.219%
13 13.204 1883 1890 1903 rBV 404777 533799 30.26% 3.536%
14 14.498 2103 2110 2123 rBV 910808 1181282 66.97% 7.825%
15 15.604 2288 2298 2308 rBV 441659 549934 31.18% 3.643%

16 15.739 2317 2321 2326 rBV3 24612 29109 1.65% 0.193%
17 16.492 2444 2449 2462 rBV2 47049 74208 4.21% 0.492%
18 17.892 2681 2687 2691 rBV 1604825 1764018 100.00% 11.686%
19 19.122 2891 2896 2911 rBV2 59759 120316 6.82% 0.797%
20 19.251 2913 2918 2931 rVB 416677 470840 26.69% 3.119%

21 19.539 2964 2967 2973 rBV 18894 20128 1.14% 0.133%
22 19.933 3030 3034 3043 rVB 27436 38373 2.18% 0.254%
23 20.310 3094 3098 3102 rBV 37139 41050 2.33% 0.272%
24 20.386 3108 3111 3118 rVB 20454 28193 1.60% 0.187%
25 20.704 3161 3165 3169 rBV 40730 52633 2.98% 0.349%
26 21.027 3213 3220 3234 rVB 300488 435326 24.68% 2.884%
27 21.145 3235 3240 3247 rVB 39284 59960 3.40% 0.397%
28 21.639 3319 3324 3330 rBV2 27929 45953 2.61% 0.304%
29 22.210 3418 3421 3431 rVB2 17480 34266 1.94% 0.227%
Sum of corrected areas: 15095629
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator : JU

Sample : K6401-05

Misc :

ALS Vial : 17 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: BP001375.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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.

5.62 15.19 ng 300236 1,4-Dichlorobenzene-d4 8.30
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 38
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 601 (5.622 min): BP001375.D (-595) (-) m/z 43.00 100.00%
a3
5000
s 520 540 560 880 600
Ol 20 159 175205 248 296326358 A1l ASA485514543 | "m/z 59.05  58.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R I UL U

520 540 5.60 5.80 6.00
m/z 100.95  20.76%

101
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
R e e e
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 14 .58%
101
Bl
R o o N HLJL I  I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate R e
43 520 540 560 580 600

m/z 41.05 9.75%

5000
15 J 72100
\

e e e A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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 unknown7.94 Concentration Rank 1

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

7.94 75.39 ng 1490050 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 995 (7.940 min): BP001375.D (-989) (-) m/z 132.00 100.00%
132
5000 68
0 96 AR R L i
174 206233 282310337365 401 450480508 541 /20 750 830 820
0 b L L73.206233 282310337365 401 450480808 541\ sz 67.95  49.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 v AR AR LRSS RARRE AR
7.60 7.80 8.00 8.20
g 70 m/z 66.00 40.50%
JJf”h'w' S AL SR LI S SN S UL I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
AN SRR SRR R LR
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.59%
69
39
103
"mﬂlt'""'I""P"'I'”'I"'W""I”"I"”I""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- E Emma e R
132 7.60 7.80 8.00 8.20
m/z 69.05 25.21%
104
5000
51 77
"PLLI'I"”I""P"'I'”'I"”I"'W""I”"I'”'I' AN SN SRR R R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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.
16.49 2.70 ng 74208 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 64
Abundance Scan 2449 (16.492 min): BP001375.D (-2444) (-) m/z 43.05 100.00%
e %_LJL\A,
213 T T
15718577 256 16.20 16.40 16.60 16.80

308 351 401429 462

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

m/z 72.95 96.03%

-

5000
16.20 16.40 16.60 16.80

m/z 55.10 86.78%

157 185213 256

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid

5

16.20 16.40 16.60 16.80
m/z 60.00 81.16%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid

-

16.20 16.40 16.60 16.80
m/z 57.00 79.07%

5000

:

T T I T
m/z--> 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\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 5.11 ng 120316 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 93
Abundance Scan 2896 (19.122 min): BP001375.D (-2891) (-) m/z 57.05 100.00%
97
97
5000
125 18.80 19.00 19.20 19.40 |
53 : : : :
- 195223254 308 342 379 410440 476 517547 m/z 55.00 99 . 29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 111 AN AR
18 80 19. 00 19. 20 19. 40
m/z 43.05 95.82%
27, 139167195 p38266204
miz--> 0 55 160 1%0 200 250 300 3%0 400 4%0 560 5%0
Abundance #174180: Cyclotetracosane
55 83
18.80 19.00 19.20 19.40 |
5000 n11 336 m/z 83.05 81.35%
39
27 l Fi 167195222251279308
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 5%0
Abundance #163019: 9-Tricosene, (2)-
55 83 18.80 19.00 19.20 19.40
m/z 41.00 71.00%
322
2 P?9}§7195222 262294 |
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 5%0 1880 1900 1920 1940
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.70 2.42 ng 52633 Perylene-d12 21.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 87
Abundance Scan 3164 (20.698 min): BP001375.D (-3161) (-) m/z 57.05 100.00%
57
5000 85
13 20.40 20.60 20.80 21.00

41169 207 239 281
e AL L 109 D17 239 281 319 357 307430489 809542 | hz, 43 05 72.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57

5000 R e L e
85 20 40 20. 60 20 80 21. OO

m/z 70.95 65.08%

; }13141169197225253281 323351380

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

Abundance #100330: 2-Bromo dodecane
57
T T T
20.40 20.60 20.80 21.00
5000 85 m/z 85.05 50.29%
29 J 13 169
41 | 248
B o o o e o LN B i e e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane L B

20.40 20.60 20.80 21.00
m/z 41.05 25.94%

5000

13141169197 225253281309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.15 2.75 ng 59960 Perylene-d12 21.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Tricosane 324 C23H48 000638-67-5 91
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 3241 (21.151 min): BP001375.D (-3235) (-) m/z 57.05 100.00%

5000

20.80 21.00 21.20 21.40
m/z 43.00 64.08%

113
141169 207 539267 310 355 401 443475504 543
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141431: Eicosane, 10-methyl-
57
5000 85 L L TT T T[T T T T[T TrT T
20 80 21. 00 21 20 21.40
m/z 71.05 53.15%
13 154
f; © 7} 1183211239 281
e At e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
T T T T T
20.80 21.00 21.20 21.40
5000 85 m/z 85.10 33.25%
29 J 13 169
L bl [ a1 248
R o e LN i o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- e AL
43 20.80 21.00 21.20 21.40
- m/z 41.00 25.76%
5000
99
| 441?7155 [ 225253280
A R B o e R s A
m/z--> 0 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\BP122319\
Data File : BP001375.D

Aca On : 23 Dec 2019 19:08

Operator :© JU

Sample : K6401-05

Misc :

ALS Vial : 17 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.64 2.11 ng 45953 Perylene-di12 21.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane. 1l-bromo- 500 C30H61Br 004209-22-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 3324 (21.639 min): BP001375.D (-3319) (-) m/z 57.10 100.00%

57
5000 85

21.40 21.60 21.80 22.00

155 193 29554282 341
e L 30 22525477300 39 378406438465 505533 | hzy 71.05  74.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57

F

5000 LIRS
21. 40 21. 60 21. 80 22. OO
m/z 43.05 73.67%
29 113941
| | [169197225753282
.”.“..w..”,.”. L L e b i o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57
T T
85 21.40 21.60 21.80 22.00
5000 m/z 85.00 50.72%
135
29 421
| M | ], 269197225253281 323351379 | 500
L o e R o o S REE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane T e T
21.40 21.60 21.80 22.00
m/z 41.00 27.68%
5000 85

r

113141169197225 268

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122319\
Data File : BP001375.D

Acq On : 23 Dec 2019 19:08

Operator : JU

Sample - K6401-05

Misc :

ALS Vial : 17 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... 5.62 15.2 ng 300236 1 8.30 395298 20.0
unknown7 .94 7.94 75.4 ng 1490050 1 8.30 395298 20.0
n-Hexadecanoic acid 16.49 2.7 ng 74208 4 15.60 549934 20.0
1-Heneicosanol 19.12 5.1 ng 120316 5 19.25 470840 20.0
Heptacosane 20.70 2.4 ng 52633 6 21.03 435326 20.0
Eicosane, 10-methyl- 21.15 2.8 ng 59960 6 21.03 435326 20.0
Eicosane 21.64 2.1 ng 45953 6 21.03 435326 20.0
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