LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101118.D

Aca On : 5 Dec 2017 12:27

Operator : SJ/JU

Sample : PB104707BL

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 5.093 507 511 522 rBV 53883 77211 4 .58% 0.640%
2 5.475 572 576 579 rBVY 1236746 1232436 73.15% 10.221%
3 6.487 742 748 750 rBVY 1102055 1226579 72.80% 10.172%
4 6.622 766 771 774 rBVY 1370209 1302890 77.33% 10.805%
5 6.845 806 809 813 rBV 347039 270570 16.06% 2.244%

7.004 831 836 839 rBV 1225000 1035120 61.44% 8.585%
7.410 900 905 908 rBvV 723278 794130 47.13% 6.586%
8.128 1023 1027 1031 rBV 425802 359297 21.33% 2.980%
9.204 1204 1210 1213 rBV 1786820 1639508 97.31% 13.597%
9.886 1321 1326 1336 rBB 459545 417234 24.76% 3.460%

=
QO ~NO®

11 10.680 1456 1461 1464 rBV 1001579 970570 57.61% 8.049%
12 11.374 1575 1579 1582 rBV 541910 447602 26.57% 3.712%
13 12.963 1844 1849 1852 rBV 1844079 1684854 100.00% 13.973%
14 14.015 2024 2028 2035 rBV 367686 336656 19.98% 2.792%
15 15.492 2273 2279 2289 rBV 190624 263236 15.62% 2.183%

Sum of corrected areas: 12057893
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101118.D

Aca On : 5 Dec 2017 12:27

Operator : SJ/JU

Sample : PB104707BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.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: BF101118.D
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Abundance TIC: BF101118.D
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Abundance TIC: BF101118.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101118.D

Aca On : 5 Dec 2017 12:27

Operator : SJ/JU

Sample : PB104707BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1 unknown5.09 Concentration Rank 3

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

5.09 5.71 ng 77211 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 511 (5.093 min): BF101118.D (-507) (-) m/z 43.05 100.00%
43
59
5000
101
53, | 83 | 480 5.00 520 5.40
SRDESSNESESESSSSESMENSSSSMRMIS S ) SRS Y5 MRS S M m/z 59.00 60.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 R R UL LS I
480 5.00 520 5.40
29 101 m/z 101.10 20.07%
15 |3y 51 | 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 5o m/z 58.00 14 .80%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- L e b
59 480 5.00 520 5.40
m/z 41.10 10.64%
5000 41
31
| LT
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' U A U S IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101118.D

Aca On : 5 Dec 2017 12:27

Operator : SJ/JU

Sample : PB104707BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 1

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

6.62 96.31 ng 1302890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF101118.D (-766) (-) m/z 132.00 100.00%
5000 o8
[T T T T
40 54 J 6.20 6.40 6.60 6.80 7.00
T -|-| AL 87.!,41.0??1.5,..- | | m/z 68.10  36.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS SR
a1 o7 6.0 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.86%
79
||||||||||||||| |8|8|||1|0§|||||| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 23.37%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 1
Abundance #14395: 1,3,5-Trifluorobenzene T Baamr e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .52%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘ 1:!-\2 |
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120517\
Data File : BF101118.D

Acq On : 5 Dec 2017 12:27

Operator : SJ/JU

Sample : PB104707BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
unknown5.09 5.09 5.7 ng 77211 1 6.85 270570 20.0
unknown6 .62 6.62 96.3 ng 1302890 1 6.85 270570 20.0
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