LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104729.D

Aca On : 24 Apr 2018 2:07

Operator : JU/SJ

Sample : J2494-01

Misc :

ALS Vial : 30 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 4.998 492 495 505 rBV 53835 67919 2.22% 0.357%
2 5.422 564 567 578 rBV 931453 993009 32.42% 5.216%
3 6.445 737 741 758 rBV2 807447 817704 26.70% 4 .295%
4 6.581 760 764 767 rBVY 2021098 1732402 56.56% 9.101%
5 6.804 799 802 806 rBV 691582 605629 19.77% 3.181%
6 6.963 825 829 832 rBVY 2446065 2093822 68.36% 10.999%
7 7.375 894 899 902 rBVY 1823207 1666819 54.42% 8.756%
8 7.545 924 928 931 rVB 76125 57503 1.88% 0.302%
9 8.092 1017 1021 1026 rBV 905131 750290 24.49% 3.941%
10 9.169 1200 1204 1207 rBV 3495939 3063058 100.00% 16.091%
11 9.557 1265 1270 1278 rBV 43829 51965 1.70% 0.273%
12 9.769 1302 1306 1310 rBV 49394 38267 1.25% 0.201%
13 9.845 1314 1319 1327 rVV 824893 813715 26.57% 4_.275%
14 10.269 1388 1391 1394 rBvV2 58811 45197 1.48% 0.237%

15 10.639 1450 1454 1465 rBV 1305806 1242481 40.56% 6.527%
16 10.745 1468 1472 1481 rVB 46976 57063 1.86% 0.300%
17 11.339 1569 1573 1581 rBV 804753 743662 24.28% 3.907%
18 12.927 1838 1843 1846 rBV 3116238 3016541 98.48% 15.846%
19 13.815 1991 1994 2003 rBV2 81311 107402 3.51% 0.564%
20 13.986 2019 2023 2032 rBV 585100 585421 19.11% 3.075%

21 15.457 2268 2273 2286 rBV 344619 486444 15.88% 2 .555%

Sum of corrected areas: 19036313
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042318\

BF104729.D

24 Apr 2018 2:07

JussJ

J2494-01

30 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104729.D

Aca On : 24 Apr 2018 2:07

Operator : JU/SJ

Sample : J2494-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 2.24 ng 67919 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 495 (4.998 min): BF104729.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 Ry e E R SRR
| 83 460 4.80 5.00 5.20 5.40
L L e O I B A o e e S P m/z 59.00 62.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R U L
460 480 500 520 540
m/z 101.00 23.69%
25 31 37 83 g3 W1
miz--> b % 30 40 S0 0 70 8 0 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 17.28%
55
37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R b AR
43 460 4.80 5.00 5.20 5.40
m/z 41.05 8.57%
5000
101
15 58
\ 28 g7l 1 | 69 84
m/z--> 10 20 3'0 40 50 60 70 80 90 1(')0 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104729.D

Aca On : 24 Apr 2018 2:07

Operator : JU/SJ

Sample : J2494-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.58 Concentration Rank 2

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

6.58 57.21 ng 1732400 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 764 (6.581 min): BF104729.D (-760) (-) m/z 131.95 100.00%
5000 68
0 st || 7o Tions | T3 ek oo 6k 7o
eyl 7 87 WO m/z 68.10 38.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR ARERE N SR
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.04%
79
T Iw\l‘ I | ‘:“l‘ : "“l‘ |8|8| L |1|O§| "‘l — H B E e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 SRR ARER N SR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.49%
a1 51 8
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R ma
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.16%
5000 og 0
N ...,....,.?% .,m97.hq. A 188 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104729.D

Aca On : 24 Apr 2018 2:07

Operator : JU/SJ

Sample : J2494-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Heptafluorobutyric acid, n-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.67 ng 107402 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1994 (13.815 min): BF104729.D (-1991) (-) m/z 83.05 100.00%
57 88
139 165 0 13.40 13.60 13.80 14.00 14.20
o m/z 57.05 98.88%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
83
5000 SRR BN SRR BN B
1 13140 13.60 13.80 14.00 14.20
- 169 o, m/z 97.05 95.97%
| ‘.“,‘.H.‘ | ,\h 1\“,\\}?‘1 A L . -
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 88.23%
29
139 167 105 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 '
Abundance #166292: Behenic alcohol M RRaEEREE ST
55 83 13.40 13.60 13.80 14.00 14.20
m/z 69.05 87 .14%
- | “‘MLM
29
DL L |1 167 196 224 252 280 30
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042318\
Data File : BF104729.D

Acq On 24 Apr 2018 2:07

Operator : JU/SJ

Sample : J2494-01

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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]
2-Pentanone, 4-hy... 5.00 2.2 ng 67919 1 6.80 605629 20.0
unknown6 .58 6.58 57.2 ng 1732400 1 6.80 605629 20.0
Heptafluorobutyri... 13.82 3.7 ng 107402 5 13.99 585421 20.0
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