LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\

Data File : BP001031.D

Aca On : 11 Nov 2019 22:39 Instrument :
Operator : JU BNA_P

Sample - K5778-07 ClientSampleld :
Misc : TP-35-S

ALS Vial : 14 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-BP110619.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 2.322 33 40 51 rvB 662512 987920 14.44% 1.765%
2 5.740 616 621 634 rBV 474819 728430 10.65% 1.302%
3 6.311 711 718 722 rBVY 3463334 4323351 63.21% 7.725%
4 7.816 967 974 985 rBY 3455654 4836824 70.72% 8.643%
5 8.010 1001 1007 1012 rBVvV 3872402 4890427 71.50% 8.739%
6 8.375 1063 1069 1074 rBV 1254873 1397360 20.43% 2.497%
7 8.616 1104 1110 1114 rBV 3432518 4037170 59.03% 7.214%
8 9.252 1211 1218 1222 rBV 2405918 2938254 42 .96% 5.250%
9 10.399 1408 1413 1417 rBV 1517881 1755249 25.66% 3.136%
10 12.181 1709 1716 1720 rBVY 5192500 6181996 90.39% 11.047%

11 12.845 1825 1829 1835 rVB 277403 322882 4.72% 0.577%
12 13.028 1853 1860 1864 rBV 82915 110996 1.62% 0.198%
13 13.263 1894 1900 1905 rBV 1821175 2201728 32.19% 3.934%
14 14.551 2112 2119 2133 rBV 3512537 4463554 65.26% 7.976%
15 15.657 2302 2307 2311 rBV 2064380 2363885 34.56% 4.224%

16 15.686 2311 2312 2317 rVB 122303 109863 1.61% 0.196%
17 15.769 2322 2326 2328 rVV 57073 71818 1.05% 0.128%
18 15.792 2328 2330 2337 rVB2 122494 145163 2.12% 0.259%
19 16.539 2454 2457 2459 rBvV 188611 194000 2.84% 0.347%
20 17.398 2599 2603 2607 rVB 221841 234640 3.43% 0.419%

21 17.704 2651 2655 2659 rVB 281607 312794 4._.57% 0.559%
22 17.939 2689 2695 2698 rBV 5953014 6839295 100.00% 12.221%
23 19.157 2899 2902 2911 rVB3 357902 469820 6.87% 0.840%
24 19.292 2919 2925 2929 rBV 2147403 2564504 37.50% 4 ._.583%
25 19.322 2929 2930 2934 rVB2 169630 152907 2.24% 0.273%

26 20.439 3116 3120 3132 rVB 586785 876192 12.81% 1.566%
27 20.580 3141 3144 3148 rBV 152732 222922 3.26% 0.398%

28 20.998 3212 3215 3220 rVB 166182 225118 3.29% 0.402%
29 21.080 3224 3229 3234 rVV 1537954 2003378 29.29% 3.580%

Sum of corrected areas: 55962440
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001031.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.32 14.14 ng 987920 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 40 (2.322 min): BP001031.D (-33) (-) m/z 73.00 100.00%

73
5000
43

L L 220 240  2.60
o‘,-wul,....?1...1‘.‘}.?7.92,98..2‘.‘?.??.2,.:?218.?“?9.??%4?9‘}5943%?1.9?“,7. m/z 43.05 30.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA L N LB L L B B LB B |
43 2 20 2.40 2.60
m/z 87.05 28.04%
0 01
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
T
2 20 2.40 2. 60
5000 41 m/z 55.05 23.23%

112
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ’\‘ /\
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether e
73 220 240 260
m/z 41.05 10.47%

5000
45
15, /| | 103 147
o=l A 2 24—
220 240  2.60

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.74 10.43 ng 728430 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 621 (5.740 min): BP001031.D (-616) (-) m/z 43.00 100.00%
a3
5000
101
T
5.40 5.60 5.80 6.00
Ol bl Ly 248 185215 253283312 398 392 424455482512540 m/z 58.95 66.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 TTTTTTT T T T T T T T T

5.40 5.60 5.80 6.00
m/z 101.00 29.96%

101
O B B B B e AR RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R ERRmmEE R
5.40 5.60 5.80 6.00
5000 m/z 57.95 18.37%
101
15 13
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I EBREEEERREEE LS
59 5.40 5.60 5.80 6.00
m/z 41.00 9.57%
5000
. 126
o e T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

8.01 70.00 ng 4890430 1,4-Dichlorobenzene-d4 8.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 1007 (8.010 min): BP001031.D (-1001) (-) m/z 132.00 100.00%

132
5000 68
a0 | % 7.60 7.80 8.00 8.20 8.40
ol ouals Ly | 178207238265003 325 356 385414442 474505 541 | 177 68.00  39.06%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR NARAR AR

760 7.80 800 8.20 8.40
m/z 134.00 32.56%

31
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
T e
7.60 7.80 8.00 8.20 8.40
5000 m/z 65.95 27 .85%
og 63 104
O A e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine A RREeE B
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 17.89%
5000
105
o,njjﬂltwk.”,.”. T SN S RN E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.16 3.66 ng 469820 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
Abundance Scan 2903 (19.163 min): BP001031.D (-2899) (-) m/z 83.00 100.00%
56 83
11 149
5000
178 18:80 19.00 19.20 19.40
234 308 : : : :
0 207 280 356 407 442 490521549 m/z 97.10 97_.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-

(61}
a1
[o0]
w

5000 LA L L L L L B
18.80 19.00 19.20 19.40
111 m/z 55.00 97.18%
2
o l [139167196223252280
s o e S B R R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
55 83
e
18.80 19.00 19.20 19.40
5000 11 m/z 57.05 91.49%
39
o 2y Pl 167196224252280308
e T R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol R B B
55 83 18.80 19.00 19.20 19.40
m/z 69.00 82.79%
5000 11 *‘AMW\AqwﬂvwwAMWM-WV&VAI&%
o7 ‘ 39167196 238266294
R T e S R B e B R e
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\BP111119\
Data File : BP001031.D

Aca On : 11 Nov 2019 22:39

Operator :© JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.44 8.75 ng 876192 Perylene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 8-Chloro-1-octanol, benzyldimeth... 312 C17H29CIOSi 1000375-56-9 59
Abundance Scan 3120 (20.439 min): BP001031.D (-3116) (-) m/z 69.10 100.00%
6o
5000 J
Tl 20 2020 20440 2060 2080
302 : : : :
ok J,-I.J e il | 116203231261 7.7 341 377 410437 472 516544 | sz 81.00  51.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 LN UL BN B SRR
a1 20,20 20.40 20.60 20.80
m/z 41.10 20.71%
| 121, 49
ol Luhidy 149 101 231 273300 341368 410
LR IO L IR LN DAL UL AL WAL IR DAL U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
20,20 20.40 20.60 20.80
5000 m/z 95.05 15.61%
41
137
0 ) u19% | 164191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e
69 20.20 20.40 20.60 20.80
m/z 68.05 12.56%
50001 41
ol ‘\Ltdu 149 102 531 273 315 356384 BN anNJ L,,_AAMW«~Q_~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111119\
Data File : BP001031.D

Acq On > 11 Nov 2019 22:39

Operator : JU

Sample : K5778-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619.M
Quant Title : 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]
Butane, 2-methoxy... 2.32 14.1 ng 987920 1 8.38 1397360 20.0
2-Pentanone, 4-hy... 5.74 10.4 ng 728430 1 8.38 1397360 20.0
unknown8.01 8.01 70.0 ng 4890430 1 8.38 1397360 20.0
5-Eicosene, (E)- 19.16 3.7 ng 469820 5 19.29 2564500 20.0
Squalene 20.44 8.8 ng 876192 6 21.08 2003380 20.0
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