LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 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:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 2.128 3 7 41 rVB 424702 647490 56.13% 6.205%
2 5.075 505 508 518 rVvB 81006 82272 7.13% 0.788%
3 5.475 573 576 584 rVB 187159 158252 13.72% 1.517%
4 6.481 744 747 759 rVB2 145490 159390 13.82% 1.527%
5 6.628 769 772 775 rBV 306026 232914 20.19% 2.232%
6 6.863 808 812 815 rBvY 975110 798201 69.20% 7.649%
7 7.016 834 838 842 rBVY 761278 606076 52.54% 5.808%
8 7.422 903 907 910 rBVY 615600 502199 43.54% 4.813%
9 7.504 917 921 929 rVvB2 13943 17896 1.55% 0.171%
10 8.145 1025 1030 1033 rBV 1287707 1086929 94.23% 10.416%

11 9.216 1208 1212 1215 rBV 1227640 917513 79.54% 8.793%
12 9.610 1275 1279 1282 rBV 244949 193798 16.80% 1.857%

13 9.822 1308 1315 1317 rBV 56717 48037 4.16% 0.460%
14 9.898 1324 1328 1336 rBV 1360669 1153496 100.00% 11.054%
15 10.057 1349 1355 1357 rBV2 8681 13818 1.20% 0.132%
16 10.316 1392 1399 1403 rBV2 83013 88925 7.71% 0.852%
17 10.539 1432 1437 1439 rBV2 20081 26730 2.32% 0.256%
18 10.563 1439 1441 1444 rVB 67958 58486 5.07% 0.560%
19 10.686 1459 1462 1470 rVB 140881 139272 12.07% 1.335%
20 10.792 1477 1480 1489 rBV 92798 92809 8.05% 0.889%
21 10.986 1510 1513 1517 rBV3 8684 13034 1.13% 0.125%
22 11.239 1553 1556 1558 rBV 44655 33581 2.91% 0.322%
23 11.269 1558 1561 1567 rVB3 11897 14419 1.25% 0.138%
24 11.386 1577 1581 1584 rBV 1333325 1130608 98.02% 10.835%
25 12.474 1761 1766 1769 rBV2 13670 15027 1.30% 0.144%

26 12.963 1845 1849 1852 rBV 768648 619134 53.67% 5.933%
27 13.851 1996 2000 2014 rBVZ2 94444 117330 10.17% 1.124%

28 13.992 2018 2024 2026 rBV 14345 14731 1.28% 0.141%
29 14.021 2026 2029 2033 rBV 897594 769507 66.71% 7.374%
30 14.857 2168 2171 2174 rBV2 14929 14058 1.22% 0.135%
31 15.492 2273 2279 2289 rBV 471160 618916 53.66% 5.931%
32 15.933 2349 2354 2360 rBV3 11883 18075 1.57% 0.173%
33 16.439 2436 2440 2445 rBv4 9056 16085 1.39% 0.154%
34 17.733 2654 2660 2667 rVB9 6797 16035 1.39% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 10435043
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099154.D

6 Oct 2017 18:24

SJ/Ju

15571-01

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 1

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

2.13 16.22 ng 647490 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 23

Abundance Scan 7 (2.128 min): BF099154.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 ]\
55 87
36 220 2.30 2.40 250
Olrrrprrrrprrrr e 2O ool b ek e e || M7z 43.05  37.45%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR UL A LR I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.05 27.38%
29
0 |l ‘\“\ ‘ L,
RIS I L UL UL IR IR LI SN IR NS SRR BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RS UL IR I I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.10 24 .78%
29
0 65 97 112 129
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R AREREEEE L
7B 2.20 2.30 2.40 2.50
m/z 41.05 12.09%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 5

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

5.07 2.06 ng 82272 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF099154.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 R LR LS IR
| 83 | 480 5.00 5.20 5.40
o) SR EMIESSSOY | DS MMM MRS m/z 59.00 56.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 17.67%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 15.71%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- A L ma
59 480 5.00 5.20 5.40
m/z 41.10 8.98%
5000
43 101
31
0 "'I'%§'I"'M“t"'“tkt'l?%lhi'"ég""lﬁé"I'"'I""I' R RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.63 Concentration Rank 3

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

6.63 5.84 ng 232914 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF099154.D (-769) (-) m/z 132.00 100.00%
5000 68
96 ARBEAALSESEANE SRS
40 54 7 o7 5 6.20 6.40 6.60 6.80 7.00
o B E e m/z 68.00 37.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR SR AN A
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.48%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.74%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B o A
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 _.22%
5000 og 0
o ,\MI,S?,Iqu\,\‘l,,h_ s 8 S |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.05 ng 117330 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 2000 (13.851 min): BF099154.D (-1996) (-) m/z 57.00 100.00%

57 83

5000
R RREE RS
3 139 163 207 13.60 13.80 14.00 14.20
0 m/z 83.10 91 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

;

5000
13.60 13.80 14.00 14.20
m/z 55.05 87.59%
29
ok il 167 195 222 250 280 308 336
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 B i
97 13.60 13.80 14.00 14.20
5000 m/z 43.05 80.66%
125
ol 26 153 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R R RS A aas LA
55 83 13.60 13.80 14.00 14.20
m/z 69.05 76.61%
5000
29
o il 167 196 224 252 280 308
———T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099154.D

Acq On : 6 Oct 2017 18:24

Operator : SJ/JU

Sample - 15571-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.13 16.2 ng 647490 1 6.86 798201 20.0
2-Pentanone, 4-hy... 5.07 2.1 ng 82272 1 6.86 798201 20.0
unknown6.63 6.63 5.8 ng 232914 1 6.86 798201 20.0
n-Tetracosanol-1 13.85 3.0 ng 117330 5 14.02 769507 20.0
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