LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010620\
Data File : BP001535.D
Aca On : 06 Jan 2020 18:13 Instrument :
Operator : JU gyA{g el

- _ lentosampleld :
3?22Ie - Koari-14 MC-123019-0-2-COMP-B1
ALS Vial =: 7 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-BP010320.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

2.917 16 22 32 rBv2 30427 65636 3.24% 0.455%
2.999 32 36 44 rVvv 142260 180550 8.92% 1.251%
rvB 170825 236165 11.67% 1.636%
5.322 424 431 441 rBVY 755385 1086134 53.69% 7.525%
6.887 690 697 707 rVB 813483 1277763 63.16% 8.853%
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7.228 747 755 763 rBV 791832 1219691 60.29% 8.451%
7.681 824 832 841 rVB 210694 325467 16.09% 2.255%
rvB 603331 938335 46.38% 6.501%
8.828 1020 1027 1036 rBV 490337 789426 39.02% 5.469%
10.457 1297 1304 1310 rBV 236867 388532 19.20% 2.692%
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11 12.940 1719 1726 1734 rBV 1012923 1487624 73.53% 10.307%
12 13.793 1865 1871 1879 rBV 67367 94643 4.68% 0.656%
13 14.322 1954 1961 1968 rVB 343572 499102 24.67% 3.458%
14 15.822 2209 2216 2226 rBV 896315 1280086 63.27% 8.869%
15 17.081 2424 2430 2434 rBV 444588 610320 30.17% 4.229%

16 17.122 2434 2437 2442 rVB 49127 64728 3.20% 0.448%
17 17.210 2448 2452 2457 rVB2 20536 29518 1.46% 0.205%
18 18.016 2583 2589 2597 rBV4 99501 159999 7.91% 1.109%
19 19.098 2769 2773 2778 rBV 81539 115331 5.70% 0.799%
20 19.251 2796 2799 2803 rBV6 26383 41899 2.07% 0.290%

21 19.451 2830 2833 2837 rVB 65243 67847 3.35% 0.470%
22 19.663 2864 2869 2874 rBV 1678569 2023134 100.00% 14.017%
23 20.927 3081 3084 3092 rVB2 241089 289105 14.29%% 2.003%
24 21.180 3122 3127 3131 rBV 492395 637275 31.50% 4._.415%
25 23.427 3505 3509 3515 rVB 295101 524932 25.95% 3.637%

Sum of corrected areas: 14433242
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010620\
BP0O01535.D
06 Jan 2020 18:13

K6471-14

- JU

7 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

MC-123019-0-2-COMP-B1

Abundance

1500000

1000000

500000

3.00

24

4.88

5.32

TIC: BP001535.D

6.89 723

7.68

8.00
8.83

10.46

0
Time-->

3.00 3.50

4.00 4.50

5.00

I I
5.50 6.00

1
6.50 7.00 7.50

| I
8.00 850 9.00

I 1 I
9.50 10.00 10.50 11.00

Abundance

1500000

1000000

500000

12.94

13.79

14.32

TIC: BP001535.D

15.82

17.08

19,66

e

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1500000

1000000

500000

21.18

20.93

23.43

TIC: BP001535.D

04
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010620\
Data File : BP001535.D

Aca On : 06 Jan 2020 18:13

Operator :© JU

Sample : K6471-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

3.00 11.09 ng 180550 1,4-Dichlorobenzene-d4 7.68
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 36 (2.999 min): BP001535.D (-32) (-) m/z 73.05 100.00%
<}
5000 43 /\\_
L T B e v
300 320  3.40
o] | 115149177209 250 287 325 361 401 444472503 548 m/z 43.00 49.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 L I R R R A
43 300 320  3.40
m/z 55.00 32.04%
I"II"\LI|"'|'I""IIIII rrrTyrTTTTyTTTT T T T T T 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
300 320 340
5000 a1 m/z 87.10 26.78%
112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1996: Silane, tetramethyl- T
73 3.00 320 3.40
m/z 41.00 15.69%
5000
43
I:!-S'J''MI""I""I""""""""""""I""I""II T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 300 320  3.40

8270-BP010320.M Tue Jan 07 15:57:41 2020

MC-123019-0-2-COMP-B1

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010620\

Data File : BP001535.D

Aca On : 06 Jan 2020 18:13

Operator : JU

ﬁ?ggle i K6471-14 MC-123019-0-2-COMP-B1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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.

4.88 14.51 ng 236165 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 356 (4.881 min): BP001535.D (-349) (-) m/z 43.00 100.00%
43
5000
1 460 480 500 520
Ol 3 247 193221251281309 341360 400429459487 521 m/z 59.00 57.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL A L L

460 4.80 5.00 5.20
m/z 101.05 18.44%

15 101

o R B o B et B e B e e

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

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
N
460 4.80 5.00 5.20
5000 m/z 58.00 13.30%
126
L B R B B B a e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate
43 460 4.80 5.00 5.20
m/z 40.95 9.61%
5000
15 72100
| . |
L B A B B L mE S o R B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010620\

Data File : BP001535.D

Aca On : 06 Jan 2020 18:13

Operator : JU

ﬁ?ggle i K6471-14 MC-123019-0-2-COMP-B1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 unknown7.23 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.23 74.95 ng 1219690 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 755 (7.228 min): BP001535.D (-747) (-) m/z 132.00 100.00%
132
5000 68
40 96 SN LA ISR I

6.80 7.00 7.20 7.40 7.60
ol 175207 239 281308 341369396426 458488517546 m/z _68.00 48_05%

1Tv—v—rrrrv—rv—rrv—ﬁ—rv—ﬁ—v—rv—ﬁ—v—rﬁ—v—v—|—ﬁ—rv—rrrv—v—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 l/l\lllllllllllllllllllll
104 680 7.00 7.20 7.40 7.60
63 m/z 65.95 38.63%
,u,'tl T T T T T [ e T
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132
IR e e e e
6.80 7.00 7.20 7.40 7.60
5000 98 m/z 133.95 32.72%
gl ]y 160189
B e e B B e e o e S AR
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- e BEaa B e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 23.90%
5000
28 63‘ 104
IR B o L B N I B e o e O R S NEEEREm e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010620\

Data File : BP001535.D

Aca On : 06 Jan 2020 18:13

Operator : JU

ﬁ?ggle i K6471-14 MC-123019-0-2-COMP-B1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.02 5.24 ng 159999 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2590 (18.022 min): BP001535.D (-2583) (-) m/z 73.00 100.00%
48 73
5000 ﬂwvuw”ﬂﬁ”wwﬂwj{\*m~n4»*wwﬂ“~
129
157185213 LI UL UL SR B

256 17.80 18.00 18.20 18.40
295 355
324 401433 473 525 m/z 43.00 95 _13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

IN

)

~

w
tﬁ»
A

5000

17.80 18.00 18.20 18.40
m/z 59.95 84.87%

21
157185

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

Abundance #72647: Tridecanoic acid
73
43 e RS S s
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 77.93%
171
ﬂ w l 214
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid B e s
43 |73 17.80 18.00 18.20 18.40
m/z 55.10 70.99%
5000 129
199
7 242
T e AR AR ERE R SRS EEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010620\

Data File : BP001535.D

Aca On : 06 Jan 2020 18:13

Operator : JU

ﬁ?ggle i K6471-14 MC-123019-0-2-COMP-B1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.93 9.07 ng 289105 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
5 Cycloeicosane 280 C20H40 000296-56-0 93
Abundance Scan 3084 (20.927 min): BP001535.D (-3081) (-) m/z 55.05 100.00%
55
83
5000
11
SRV SRR UGS
139 210 283 20.60 20.80 21.00 21.20
oh LA LLL h [ 197 20238 233 318 356384414443 475502536 | 17, 4310 98.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
5000 R UL UL U IR
20.60 20.80 21.00 21.20
29 m/z 57.10 93.29%
| 154182210 255 356
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
97 SRV UL UGS
20.60 20.80 21.00 21.20
5000 m/z 83.10 74.24%
25
‘ l 153182210 266294322
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate LB B L
57 20.60 20.80 21.00 21.20
m/z 69.05 69.80%
97
5000
29 25
| Pl 199 210238 23 434
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP010620\

Data File : BP001535.D

Acq On : 06 Jan 2020 18:13

Operator : JU

3?22'6 i K6471-14 MC-123019-0-2-COMP-B1
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010320.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]
Butane, 2-methoxy... 3.00 11.1 ng 180550 1 7.68 325467 20.0
2-Pentanone, 4-hy... 4.88 14.5 ng 236165 1 7.68 325467 20.0
unknown7 .23 7.23 75.0 ng 1219690 1 7.68 325467 20.0
n-Hexadecanoic acid 18.02 5.2 ng 159999 4 17.08 610320 20.0
Pentafluoropropio... 20.93 9.1 ng 289105 5 21.18 637275 20.0
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