LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031919\
Data File : BM019255.D
Acq On : 20 Mar 2019 05:53 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le : K1948-06 PST-028-SW064-031219
ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 height area % max. total
1 5.234 376 382 399 rBvY 3618788 5358664 42.44% 7.658%
2 6.822 644 652 673 rBY 3820318 6297941 49.87% 9.000%
3 7.169 704 711 726 rBV 3901316 6211073 49.19% 8.876%
4 7.634 784 790 798 rBVY 650676 1024352 8.11% 1.464%
5 7.951 836 844 857 rBV 2577103 4064519 32.19% 5.808%

8.804 982 989 1011 rBV 2114580 3578965 28.34% 5.114%
10.422 1256 1264 1279 rBV 808082 1462869 11.58% 2.090%
12.904 1679 1686 1696 rBVY 5637002 8169119 64.69% 11.674%
377233 631027 5.00% 0.902%
14.292 1915 1922 1934 rBV2 1451031 2228548 17.65% 3.185%
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11 15.792 2171 2177 2196 rBV 5535726 7819395 61.92% 11.174%
12 17.045 2384 2390 2407 rBV2 1834640 2827093 22.39% 4.040%
13 17.939 2537 2542 2551 rBV 221201 382587 3.03% 0.547%
14 19.227 2757 2761 2769 rBV2 76081 131574 1.04% 0.188%
15 19.686 2833 2839 2852 rBV 10470602 12627701 100.00% 18.045%

16 20.950 3050 3054 3064 rBV 401798 606817 4.81% 0.867%
17 21.250 3099 3105 3115 rBV 2357958 3200598 25.35% 4_.574%
18 22.268 3275 3278 3285 rVB 168534 204564 1.62% 0.292%
19 22.768 3360 3363 3368 rVB 193960 250055 1.98% 0.357%
20 23.327 3455 3458 3463 rVB2 170946 249382 1.97% 0.356%

21 23.474 3477 3483 3495 rVB2 1343889 2652033 21.00% 3.790%

Sum of corrected areas: 69978876
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BMO031919\

BM019255.D

20 Mar 2019 05:53

JussJ

K1948-06

26 Sample Multiplier: 1

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

PST-028-SW064-031219

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BM019255.D

6.82 7.17

7.95
8.80
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10.42

Time--> 3.00
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Abundance
1e+07

8000000

6000000

4000000

2000000

12.90

14.29
13.76

TIC: BM019255.D

15.79

17.04

17.94

19,69

1923 ||

Obr
Time-->  12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1e+07

8000000

6000000

4000000

2000000

21.25

20.95

O

23.47

2227 2277 233
A A

TIC: BM019255.D

N

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019255.D

Acq On : 20 Mar 2019 05:53

Operator : JU/SJ

ﬁ?ggle - K1948-06 PST-028-SW064-031219
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.17 Concentration Rank 1

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

7.17 121.27 ng 6211070 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 711 (7.169 min): BM019255.D (-704) (-) m/z 132.00 100.00%
5000 68
40 ? 6.80 7.00 7.20 7.40 7.60
54 - - - - -
0 '.,5?“3..1,1:0.7..,..-.,....,....,....,?97.. m/z 68.10 48.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN LRSS LR
6.80 7.00 7.20 7.40 7.60
2 m/z 134.00 32.38%
0"'|”LN\“H'|J'J|“"|L"|“" [rrrrprrrrrrrrprrT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.62%
33 ama . 105
56 ! 80
G S S U S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.12%
5000
104
14 27 30 51 BT g9 | 15 M
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019255.D

Acq On : 20 Mar 2019 05:53

Operator : JU/SJ

ﬁ?ggle - K1948-06 PST-028-SW064-031219
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.94 2.71 ng 382587 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Undecanoic acid 186 C11H2202 000112-37-8 47
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 18

Abundance Scan 2542 (17.939 min): BM019255.D (-2537) (-) m/z 73.10 100.00%

5000

Hr

213

17.60 17.80 18.00 18.20
m/z 60.00 67.52%

143157171185, o9

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 3

5000 29 256 L B o
17.60 17.80 18.00 18.20

m/z 43.05 59.83%

21
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R R M
17.60 17.80 18.00 18.20
5000 - 129 m/z 55.10 52.70%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid R m T
60 17.60 17.80 18.00 18.20
m/z 57.10 51.17%
5000 43
29 129
101115
0..1?,.‘.‘..‘,‘.‘..“.‘ i h“ T u \.??,7.17.1. | e M aS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019255.D

Acq On : 20 Mar 2019 05:53

Operator : JU/SJ

ﬁ?ggle - K1948-06 PST-028-SW064-031219
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutyric acid, n-... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.95 3.79ng 606817  Chrysene-di2 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptafluorobutyric acid, n-penta... 424 Cl9H31F702  1000216-79-3 94

2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3054 (20.950 min): BM019255.D (-3050) (-) m/z 83.05 100.00%
71883
5000 111
139 167 207 20.60 20.80 21.00 21.20
A l,l AP 67 207 252 281 325 3% 401429 | - Gg (OE 96950
m/z--> 50 100 150 200 250 300 350 400
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester
43
69
5000 AR A AR B
97 20.60 20.80 21.00 21.20
m/z 57.05 93.56%
| ‘ || ‘ 125 169 210
Ouuuﬁl“‘u‘uu‘u“‘li‘h |‘ —r R L B e S B
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 20.60 20.80 21.00 21.20
5000 m/z 97.10 85.34%
29 111
. 139 168 1%
mz-> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
20.60 20.80 21.00 21.20
69 m/z 55.05 82 .60%
97
5000
125
0 153 196 224
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019255.D

Acq On : 20 Mar 2019 05:53

Operator : JU/SJ

ﬁ?ggle - K1948-06 PST-028-SW064-031219
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .17 7.17 121.3 ng 6211070 1 7.63 1024350 20.0
n-Hexadecanoic acid 17.94 2.7 ng 382587 4 17.04 2827090 20.0
Heptafluorobutyri... 20.95 3.8 ng 606817 5 21.25 3200600 20.0
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