LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 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\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 2.899 14 19 28 rBv 35024 67817 2.29% 0.433%
2 2.975 28 32 46 rVB 140410 214206 7.22% 1.368%
3 4.828 342 347 356 rBV 167641 243267 8.20% 1.553%
4 5.287 419 425 435 rVB 674693 994095 33.50% 6.347%
5 6.857 684 692 701 rBV 831915 1323352 44.59% 8.450%
6 7.204 743 751 758 rBV 768262 1202717 40.53% 7.679%
7 7.657 821 828 837 rVB 146895 226334 7.63% 1.445%
8 7.975 874 882 890 rBV 584307 909026 30.63% 5.804%
9 8.804 1014 1023 1034 rBV 529280 844927 28.47% 5.395%
10 10.434 1292 1300 1310 rVB 193543 313096 10.55% 1.999%

11 12.922 1716 1723 1733 rVB 1250881 1795619 60.51% 11.465%
12 13.769 1861 1867 1875 rBV 43888 62827 2.12% 0.401%
13 14.298 1951 1957 1966 rBV 303700 454720 15.32% 2.903%
14 15.804 2206 2213 2227 rBV 1111498 1624473 54.74% 10.372%
15 17.063 2420 2427 2438 rVB 444628 616108 20.76% 3.934%

16 17.992 2581 2585 2593 rBV 43119 62558 2.11% 0.399%
17 19.092 2767 2772 2774 rBV4 22558 35972 1.21% 0.230%
18 19.121 2774 2777 2788 rVB2 66457 106617 3.59% 0.681%
19 19.239 2793 2797 2808 rVB2 29488 48954 1.65% 0.313%
20 19.651 2861 2867 2872 rBV 2435511 2967652 100.00% 18.949%
21 20.915 3078 3082 3087 rBV3 50096 65216 2.20% 0.416%
22 21.162 3119 3124 3133 rBV2 562681 706214 23.80% 4 _509%
23 21.351 3153 3156 3159 rVB 35795 34943 1.18% 0.223%
24 21.792 3228 3231 3235 rVB2 38466 47803 1.61% 0.305%
25 22.786 3397 3400 3407 rVB3 42261 59656 2.01% 0.381%

26 23.409 3500 3506 3514 rVB 310787 633369 21.34% 4.044%

Sum of corrected areas: 15661538
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator : JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.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: BP001572.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.98 18.93 ng 214206 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 Pentanoic acid. 2-hvdroxv-4-meth... 146 C7H1403 040348-72-9 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23

Abundance Scan 33 (2.981 min): BP001572.D (-28) (-) m/z 73.05 100.00%
3
43
- ‘Lr—y——r—y—‘
2.903.003.103.20 3.303.40
byl .‘.1,‘?? 149 193 236267299 343 S8 429 485 539 m/z 43.00 55.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.903.003.103.20 3.303.40
m/z 55.00 33.28%
0 I""I""I""IIIII rrrryrrrryrTrTyTTTT T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
2.903.003.103.20 3.303.40
5000 a1 m/z 87.10 28.64%
0 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1996: Silane, tetramethyl-
73 2.903.003.103.20 3.303.40
m/z 41.05 16.47%
5000
43
15
mz-> G 2 100 15 200 2% %0 350 400 4% 560 5% 2.903.003.103.20 3.303.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 21.50 ng 243267 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 Acetamide. N-(aminocarbonvl)- 102 C3H6N202 000591-07-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 347 (4.828 min): BP001572.D (-342) (-) m/z 43.00 100.00%
a3
5000
101 440 4.60 4.80 500 520
Ol 73 | 181161 209239268 306 341371399427 457 487515543 m/z 59.00 50.77%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS D U S

440 4.60 4.80 500 5.20
m/z 101.10 15.87%

101
ol J707]
B e e o e B BN e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8367: n-Propyl t-butyl ether
59
I o o S S MR
440 4.60 4.80 5.00 5.20
5000 101 m/z 58.10 13.97%
21
o,.h.‘, S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3831: 1-Butene, 4-ethoxy- BEaEEREEs s RS TR
31 440 4.60 4.80 5.00 5.20
m/z 41.00 10.08%
59
5000
L POV L VU NS—Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 unknown7.20 Concentration Rank 1

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

7.20 106.28 ng 1202720 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14

Abundance Scan 750 (7.198 min): BP001572.D (-743) (-) m/z 131.95 100.00%
132
5000 68
o 6.80 7.00 7.20 7.40 7.60
ol 164193222249277306334 370400430458 490 524 n/z 68.05 50 71%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 A e
6.80 7.00 7.20 7.40 7.60
m/z 65.95 43.89%
L2 5, a0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.55%
0,.ﬁZhJs2ﬁ..” S MMM MMM
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 25.95Y%
5000
104
39
Ol'ﬂiPﬁT!w' S AL DAL SR B DAL LI WL A I UL L
mz-> 0 50 100 150 200 250 300 350 400 450 500 5850 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.99 2.03 ng 62558 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2585 (17.992 min): BP001572.D (-2581) (-) m/z 43.10 100.00%

D

()
~
w

5000
256 17.60 17.80 18.00 18.20 18.40
o, 284 325355 403431459 490 538 m/z 59.95 388 _ 530
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73
5000 | BNLINLINL L L L L L LB L
17.60 17.80 18.00 18.20 18.40
2 m/z 72.95 82.18%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,73
R s o S
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 55.00 73.21%
241 284
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid T
43 17.60 17.80 18.00 18.20 18.40
m/z 41.00 72.72%
Or—rr7 N ML
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001572.D

Aca On : 09 Jan 2020 02:28

Operator :© JU

Sample : L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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

Concentration Rank 6

Peak Number

7 trans-13-Octadecenoic acid

R.T. EstConc Area Relative to ISTD R.T.
19.12 3.02 ng 106617 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 95
3 Erucic acid 338 C22H4202 000112-86-7 81
4 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 68
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 64

Abundance Scan 2777 (19.121 min): BP001572.D (-2774) (-) m/z 55.05 100.00%
o ’—\/\——M\M
N A SRR
152 194220 264 18.80 19.00 19.20 19.40
ol 300329357383 417 462490520548 n/z 41.00 67 54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129357: trans-13-Octadecenoic acid
55
5000 AR AU BAREE!
83 18 80 19. 00 19. 20 19.40
11 m/z 68.95 60.08%
o | 138 180 222 264
T S T S A S
Abundance #129353: 9-Octadecenoic acid, (E)-
55
83 RN IR IR B
18.80 19.00 19.20 19.40
5000 m/z 43.05 44 .60%
264
. | { 38 180 222
m/z--> 6"' Eb" 100 150 200 250 300 350 400 450 500 550
Abundance #175491: Erucic acid R PR B
55 18.80 19.00 19.20 19.40
m/z 83.05 41 .50%
5000 83
2 11
o | | 139167195 236 278 %0
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP010820\
Data File : BP001572.D

Acq On : 09 Jan 2020 02:28

Operator : JU

Sample - L1051-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.98 18.9 ng 214206 1 7.66 226334 20.0
2-Pentanone, 4-hy... 4.83 21.5 ng 243267 1 7.66 226334 20.0
unknown? .20 7.20 106.3 ng 1202720 1 7.66 226334 20.0
n-Hexadecanoic acid 17.99 2.0 ng 62558 4 17.06 616108 20.0
trans-13-Octadece... 19.12 3.0 ng 106617 5 21.16 706214 20.0
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