LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040620\

Data File : BF119827.D

Aca On 7 Apr 2020 17:30 Instrument :
Operator : MA/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i L2146-05 TP@%G&CgMP
ALS Vial : 60 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-BF031820.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 4.993 488 494 503 rVB 34442 46205 1.36% 0.182%
2 5.398 558 563 566 rBY 3376963 3090557 91.07% 12.163%
3 6.422 731 737 740 rBVY 3394211 3393422 100.00% 13.355%
4 6.610 766 769 778 rVB 90651 85119 2.51% 0.335%
5 6.787 795 799 802 rBVY 1022500 793769 23.39% 3.124%
6 6.945 821 826 829 rBVY 2711367 2393542 70.53% 9.420%
7 7.351 890 895 898 rBVY 2087281 1828729 53.89% 7.197%
8 8.075 1013 1018 1021 rBvV 1074831 950411 28.01% 3.740%
9 9.151 1196 1201 1204 rBV 3792513 3069274 90.45% 12.079%
10 9.269 1219 1221 1225 rVB 64098 49707 1.46% 0.196%

11 9.545 1264 1268 1271 rBV 432449 316082 9.31% 1.244%
12 9.833 1312 1317 1320 rBV 1195356 1108974 32.68% 4_.364%
13 10.622 1446 1451 1454 rBV 1945567 1709491 50.38% 6.728%
14 11.316 1566 1569 1573 rBV 994908 920143 27.12% 3.621%
15 11.851 1656 1660 1670 rBV 309873 339807 10.01% 1.337%

16 12.633 1790 1793 1801 rBV2 103576 127102 3.75% 0.500%
17 12.910 1835 1840 1843 rBV 3081863 2639766 77.79% 10.389%
18 13.392 1918 1922 1924 rBV3 35591 39625 1.17% 0.156%
19 13.486 1935 1938 1940 rBV2 40474 37482 1.10% 0.148%
20 13.810 1990 1993 2000 rBV 357987 432227 12.74% 1.701%

21 13.963 2015 2019 2022 rBV 876288 752631 22.18% 2.962%

22 14.063 2034 2036 2039 rBv4 47337 41182 1.21% 0.162%
23 14.133 2045 2048 2054 rVB 60766 60689 1.79% 0.239%
24 14.186 2055 2057 2059 rBV3 39532 45242 1.33% 0.178%

25 14.439 2097 2100 2103 rBvV 88331 110009 3.24% 0.433%

26 14.739 2149 2151 2161 rVB2 96508 129715 3.82% 0.510%

27 14.857 2169 2171 2174 rBvV4 50029 74991 2.21% 0.295%
28 15.074 2205 2208 2210 rBV 60539 61458 1.81% 0.242%
29 15.410 2261 2265 2269 rBV 460954 527946 15.56% 2.078%
30 15.445 2269 2271 2274 rVV2 55487 56605 1.67% 0.223%
31 15.710 2314 2316 2321 rBV6 49595 83886 2.47% 0.330%
32 16.280 2411 2413 2416 rBV3 59379 93765 2.76% 0.369%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25409553
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF119827.D

3500000 5.40 6.42
3000000
6.95

2500000

7.35
2000000

1500000
1000000 6.79

500000

4,99 I 6.61

N D § S il | S | S

1
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: BF119827.D

3500000

12.91
3000000

2500000
2000000 10.62

1500000
9.83

8.07
1000000 11.32

500000 9.55 11.85
9.27 A L L 12.63

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: BF119827.D

3500000

3000000

2500000

2000000

1500000

1000000
15.41

500000

g 14.44 14.74 8615.07

e T e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

6.61 2.14 ng 85119 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 25
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 769 (6.610 min): BF119827.D (-766) (-) m/z 45.00 100.00%
45
5000 .
A
72 SRS R SR
| | g 103 6.20 6.40 6.60 6.80 7.00
SNBSS NNSMSBS | NSNS MBS SNt m/z 58.95 33.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.00 16.44%
S| Y RSt E S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
620 640 6.60 6.80 7.00
5000 59 m/z 42.95 12.78%
31 73
38 88 103
mﬁwmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e
45 6.20 6.40 6.60 6.80 7.00
m/z 60.00 9.84%
5000
59
31 89
el \ ‘ L[ 108 119 a1y

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 7.39 ng 339807 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1660 (11.851 min): BF119827.D (-1656) (-) m/z 43.05 100.00%
4 6p 73
5000
129 t
143197171185 0 | o 256 11.60 11.80 12.00 12.20
rrrpre e m/z 60.00 97.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
48 60 73
5000 29 256

11.60 11.80 12.00 12.20

213 m/z 73.00 86.94%
L, 1431°7171185 g9
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R o AL B B B
11.60 11.80 12.00 12.20
5000 . m/z 57.00 82.77%
29 185 228
8101115 143,171
157 199213
LB L o o B B e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid N B L L
60 783 11.60 11.80 12.00 12.20
m/z 55.00 80.51%
43
5000
129
29 ‘ T7 115 171185 214
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.76 ng 127102 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 20
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 18
Abundance Scan 1792 (12.627 min): BF119827.D (-1790) (-) m/z 57.00 100.00%
3 57 73
5000
97 119 LI I B
| M 35151 179185200 241 12140 1260 12.80 13.00
LIy m/z 43.00 95.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LINLENLILEN LI L L L L LN L LI

12.40 12.60 12.80 13.00
m/z 60.00 95.48%

185 241 284

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

60

41 12.40 12.60 12.80 13.00

5000 129 m/z 73.00 03.34%
27

87
101115 143 172

vmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00

23 m/z 41.00 91.91%
5

5000 129

185 228

115
l T 01‘m 1?3157171 ‘ 199713 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Cyclotetracosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.81 11.49 ng 432227  Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclotetracosane 336 C24H48 000297-03-0 95

2 Cvclotridecane 182 C13H26 000295-02-3 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 1993 (13.810 min): BF119827.D (-1990) (-) m/z 57.05 100.00%
a7
111
LRI BN DAL SN B
3 139 13.40 13.60 13.80 14.00 14.20
ob— i Ll ) ) 137157174 196 224 248260 303 342 | L UA3T00 94 09%
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
5000 AR SRR SRR ISR
1340 13.60 13.80 14.00 14.20
m/z 55.00 91.57%
2 Ll?g .167 196 224 250 279 308 336
m/z--> 50 200 250 300 3%0
Abundance
41
LRI BN SRR SN B
69 13.40 13.60 13.80 14.00 14.20
5000 97 m/z 83.10 67 .30%
125, g2
m/z--> " 50 100 150 200 250 300 350 quw/«wuhwwa
Abundance #177132: 1-Heneicosy! formate L B e
57 83 13.40 13.60 13.80 14.00 14.20
m/z 97.05 63.25%
B 1 K,wvuwwhﬂ~”*“
‘ ‘ ‘. ’ bl 1?9 i 167 196 222 266 29\4 322340 “M"""A"""J
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.92 ng 110009 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentacosane 352 C25H52 000629-99-2 64
3 Tetracosane 338 C24H50 000646-31-1 52
4 Sulfurous acid. butyl nonvl ester 264 C13H2803S 1000309-17-6 52
5 Eicosane 282 C20H42 000112-95-8 52
Abundance Scan 2100 (14.439 min): BF119827.D (-2097) (-) m/z 57.00 100.00%
57
5000 85
127 152 18002226 253276 303326 351374597 14.20 14.40 14.60 14.80
b bl b RE 203880 B SRR S L 98 h/z 43.00  68.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 85 L BN BRI B B
Mmmmmmmm
29 m/z 71.00 53.73%
| \ /113 141 169 197 226
m/z--> b 160 1éo 260 250 360 3éo 460 '
Abundance
57
" 14.20 14.40 14.60 14.80
5000 85 m/z 85.10 42 .40%
113
29 141 169 211 239 267 295 323 352
m/z--> éo 160 1%0 260 250 360 3%0 460 '
Abundance #175557: Tetracosane b RRREE EE s
57 14.20 14.40 14.60 14.80
m/z 55.00 26.94Y%
5000 85
29
| 118 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.74 4.91 ng 129715 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Hexacosane 366 C26H54 000630-01-3 64
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
4 Eicosane 282 C20H42 000112-95-8 59
5 Octacosane 394 C28H58 000630-02-4 59
Abundance Scan 2151 (14.739 min): BF119827.D (-2149) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141165 196 225 252276 341 380
L .J.-'l, b L S R LIR30 0 A Tm/z 43.05  51.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 LA BN SR SRR
14.40 14.60 14.80 15.00
29 m/z 71.00 50.90%
113
| Iy 77,141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 360 350 460 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 40.94%
29 113 141 160 197 225 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance #140552: Dodecane, 1-iodo- R A REER R
57 14.40 14.60 14.80 15.00
m/z 41.05 22 .68%
5000 85
29 113 155
'“JI""I""I'F??I""I"”I""I""I""I LRI BN U
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 unknownl4.86 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.84 ng 74991 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-T(5.7-dimethvl... 280 C12H16N402S 1000319-25-1 15
2 Ethofumesate 286 C13H1805S 026225-79-6 11
3 2.4.6-Cvcloheptatrien-1-one. 3.5... 250 C13H220Si2 1000161-21-8 11
4 Sulfide. bis(2-cvano-3.4-dihvdro... 302 C16H22N4S 1000190-79-0 11
5 tert-Butyl(6-isopropyl-2-methylp... 264 C16H280Si 1000367-02-3 11
Abundance Scan 2172 (14.863 min): BF119827.D (-2169) (-) m/z 97.00 100.00%
o7
207
5000
320341 366, T
14.60 14.80 15.00 15.20
m/z 55.00 91.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126978: Propanoic acid, 2-[(5,7-dimethyl[1,2,4]triazolo[1...
7

5000

14.60 14.80 15.00 15.20
m/z 43.00 85.56%

m/z--> 50 100 150 200 250 300 350 400
Abundance
207
161 R A REERS B
14.60 14.80 15.00 15.20
5000 m/z 207.00 71.48%
137 286
79
105 241
m/z--> 50 100 150 200 250 300 350 400
Abundance #102104: 2,4,6-Cycloheptatrien-1-one, 3,5-bis-trimethylsilyl- e  RRRaE Bam s
207 14.60 14.80 15.00 15.20
m/z 57.00 57.27%
5000 73
45
L‘ l 9\6 133 161 | { I\ 25x0
e e e e e A REERE B
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 9 2-Thiopheneacetic acid, 4-t... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.33 ng 61458 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 76
2 Tetracosane 338 C24H50 000646-31-1 76
3 Heptadecane 240 C17H36 000629-78-7 70
4 Tridecane 184 C13H28 000629-50-5 70
5 Pentadecane 212 C15H32 000629-62-9 70
Abundance Scan 2207 (15.068 min): BF119827.D (-2205) (-) m/z 57.00 100.00%
57
5000
168192218 245270 303 342 382 413 442 14.80 15.00 15.20 15.40
Ll e M3MEA0 ) Tm/z 71.10  62.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175313: 2-Thiopheneacetic acid, 4-tetradecyl ester
57
5000 LI B SUMRL LR B
14.80 15.00 15.20 15.40
29 m/z 43.05 49_.65%
196 338
miz--> 50””160””151,0'”'260””25'36”'366”'35'36”2166";151,0'”
Abundance
57
- 1480 15.00 15.20 15.40
5000 m/z 85.00 38.26%
113
30 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane LI L LB N L B
57 14.80 15.00 15.20 15.40
m/z 41.00 26 .89%
5000 85
29
|1 ] A13141 160 195 240
m/z--> 55 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 10 unknownl5.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.18 ng 83886 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-en-3-0l. 6-nitro-. ace... 473 C29H47N04 001912-54-5 10
2 1.4-Benzodiazepin-3-ol. 7-bromo-... 420 C18H14BrCIN203 172986-26-4 9
3 Proscillaridin 530 C30H4208 000466-06-8 7
4 9.11-Didehvdrolumisterol acetate 436 C30H4402 1000128-09-6 7
5 3.beta.-Acetoxy-5.alpha.-pregnan... 424 C23H37Br02 071016-66-5 7

Abundance Scan 2316 (15.710 min): BF119827.D (-2314) (-) m/z 57.00 100.00%

109
207

5000

15.40 15.60 15.80 16.00
m/z 43.00 93.39%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231545: Cholest-5-en-3-ol, 6-nitro-, acetate (ester), (3....

5000 IIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
m/z 109.00 69.53%
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
337 e R Rmmaa
366 15.40 15.60 15.80 16.00
5000 m/z 207 .05 59 .55%
102
138 177504 239 285311 422
o B L o B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237845: Proscillaridin e A RERREEEES
43 15.40 15.60 15.80 16.00
91 m/z 95.00 54 _.05%
145 366
5000
M@? 530
A e R Rmmaa
m/z--> 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119827.D

Aca On : 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 11 unknownl6.28 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.28 3.55 ng 93765 Perylene-d12 15.41
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3.4-diacetoxv-8-(2-... 519 C27H37N0O9 1000187-94-6 9
2 (1-Acetvlamino-2.2.2-trichloro-e... 325 C8H15CI3NO4P 026404-47-7 9
3 Vittatine, 3-o0x0-11-0O-acetyl- 327 C18H17NO5 1000111-32-8 2
Abundance Scan 2413 (16.280 min): BF119827.D (-2411) (-) m/z 43.10 100.00%
4B 69
5000 o5 123
U LR BN B

16.00 16.20 16.40 16.60
m/z 55.00 92.92%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237099: Acetic acid, 3,4-diacetoxy-8-(2-acetoxy-2-cyanoet...
43
5000 LI e i

16.IOO 16!20 16.I4O 16!60
m/z 69.00 84.73%

. se7 357
69 402
] J!*PF%%GH rﬂ%i&. 2320 ik 2 L 48 1o
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
166
326 16.00 16.20 16.40 16.60
5000 m/z 123.10 47.84%
138
111
81
208 p5 284
S N N R -
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #166615: Vittatine, 3-oxo-11-O-acetyl- S —
43 16.00 16.20 16.40 16.60
m/z 71.05 41 .76%
327
5000
115 197 227
141 256 20
77 169 ] 1 Jl l
B VYO WU P S 1 I
miz--> 50 100 150 200 250 300 350 400 450 500 1600 16,20 16.40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040620\
Data File : BF119827.D

Acq On > 7 Apr 2020 17:30

Operator : MA/SJ

Sample : L2146-05

Misc :

ALS Vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Ethanol, 2-(2-eth... 6.61 2.1 ng 85119 1 6.79 793769 20.0
n-Hexadecanoic acid 11.85 7.4 ng 339807 4 11.32 920143 20.0
Octadecanoic acid 12.63 2.8 ng 127102 4 11.32 920143 20.0
Cyclotetracosane 13.81 11.5 ng 432227 5 13.96 752631 20.0
Hexadecane 14 .44 2.9 ng 110009 5 13.96 752631 20.0
Tetracosane 14.74 4.9 ng 129715 6 15.41 527946 20.0
unknownl14 .86 14.86 2.8 ng 74991 6 15.41 527946 20.0
2-Thiopheneacetic... 15.07 2.3 ng 61458 6 15.41 527946 20.0
unknownl5.71 15.71 3.2 ng 83886 6 15.41 527946 20.0
unknownl16 .28 16.28 3.5 ng 93765 6 15.41 527946 20.0
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