LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094784.D

Aca On > 2 May 2017 7:46

Operator : SJ/MA

Sample = 12892-08

Misc :

ALS Vial : 39 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-BF041717 .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 3.937 336 340 355 rBV 476821 651540 21.09% 2.568%
2 4.331 402 407 424 rBV 2888653 2964844 95.97% 11.686%
3 4.707 467 471 479 rVB 40241 44416 1.44% 0.175%
4 5.401 584 589 605 rBY 2514400 2995502 96.96% 11.807%
5 5.519 605 609 613 rBY 2826508 3050187 98.73% 12.023%

5.766 647 651 657 rVB 602298 566523 18.34% 2.233%
5.942 676 681 684 rBV 2535079 2316170 74.97% 9.129%
1790433 1871263 60.57% 7.376%
7.254 900 904 913 rBV 840269 765859 24 _.79% 3.019%
8.577 1124 1129 1132 rBV 3176058 3089417 100.00% 12.177%
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11 9.083 1211 1215 1222 rBV 481192 479483 15.52% 1.890%
12 9.389 1260 1267 1277 rBV2 662897 694284 22.47% 2.737%

13 9.983 1364 1368 1373 rVB 45746 41312 1.34% 0.163%
14 10.371 1429 1434 1443 rBV 1228299 1449011 46.90% 5.711%
15 10.566 1464 1467 1470 rBV 50878 57390 1.86% 0.226%
16 11.124 1558 1562 1565 rBV 32029 33213 1.08% 0.131%
17 11.213 1573 1577 1581 rBV 615307 608264 19.69% 2.398%
18 11.948 1698 1702 1710 rBV3 55167 77341 2.50% 0.305%
19 12.707 1828 1831 1837 rVB 32181 31711 1.03% 0.125%
20 12.983 1874 1878 1882 rVB 32872 34358 1.11% 0.135%
21 13.195 1908 1914 1917 rBV 2184727 2391137 77.40% 9.425%
22 14.401 2115 2119 2126 rBv4 38089 99690 3.23% 0.393%
23 14.465 2126 2130 2134 rVV 538628 576055 18.65% 2.271%
24 14.624 2154 2157 2162 rBV3 40127 44863 1.45% 0.177%

25 16.095 2403 2407 2416 rVB 385044 436816 14.14% 1.722%

Sum of corrected areas: 25370649
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050117\

BF094784.D

2 May 2017 7:46

SJ/MA

12892-08

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094784.D

4.33 5.52

5.40 5.94

6.42

7.25
5.77

4.71

04—
Time--> 2.00

2.50

3.00

4.50 5.00

5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094784.D
58

13.19

10.37
9.39

T

11.21

9.98 10.57 11. 11.95 12.71 12.98

Or—
Time-->

12.50 13.00

13.50

10.00

10.50 11.00 11.50 12.00

9.00 9.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF094784.D

14.47 16.09

14.4014.62

Time-->

18.50 19.00

16.00 16.50 17.00 17.50 18.00

14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094784.D

Aca On > 2 May 2017 7:46

Operator : SJ/MA

Sample : 12892-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.94 23.00 ng 651540 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.942 min): BF094784.D (-336) (-) m/z 43.00 100.00%
43.0
59.1
5000
o T 3k A 4
el eer 830 1 s 59,10 61.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N LN L LR
59.0 360 3.80 400 420
0
150 a0 1010 m/z 101.00 22 .31%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
360 3.80 4.00 420
5000 m/z 58.00 15.00%
101.0
150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59.0 3.60 3.80 4.00 4.20
m/z 41.00 9.31%
5000 310 73.0
\‘ L N 84.0 101.0
m/z--> 10 20 3'0 40 50 6|O 70 8 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094784.D

Aca On > 2 May 2017 7:46

Operator : SJ/MA

Sample : 12892-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 107.68 ng 3050190 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 609 (5.519 min): BF094784.D (-605) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00 510 || a0 ™ 1m0 S5 ok ok 5ho
O e | e L e . (e e m/z 68.10 39.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 N RS RS AR SARRE
520 5.40 5.60 5.80
m/z 134.00 31.78%
150 280 390 520 30 770 900 1040 ..., |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 120 150 140
Abundance
132.0
520 540 560 580
5000 m/z 66.00 23.67%
630 104.0
300 5120 | 770 900 117.0
wwwwmﬁwﬁrmﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene B e maR s
132.0 520 5.40 5.60 5.80
m/z 69.05 15.69%
5000
63.0 81.0
3L.0 50.0 ‘ 101.0112.0
i ! | 1
e B e e T o e 1 15 1k 13 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094784.D

Aca On > 2 May 2017 7:46

Operator : SJ/MA

Sample : 12892-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.54 ng 77341 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 72
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 64

Abundance Scan 1702 (11.948 min): BF094784.D (-1698) (-) m/z 73.00 100.00%

431 730

5000

129.1
I |
98.0 171.2 213.2 L L e e
256.2 302.1 11.60 11.80 12.00 12.20
. m/z 43.10 93.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid

5000 129.0 S
11.60 11.80 12.00 12.20

83.0 -
J‘u’ 1570 1900 2130 2560 m/z 60.00 83.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
IIIIIIIIIIIIAIIIIIIAIIIII
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 71.30%
97.0 199.0
157.0 242.0
15.0
mﬁmmﬂmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72648: Tridecanoic acid B AREEE RS
73.0 11.60 11.80 12.00 12.20
m/z 41.05 67.04%
43.0
5000
129.0
‘ ‘ %60 1710 2140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094784.D

Aca On > 2 May 2017 7:46

Operator : SJ/MA

Sample : 12892-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 5 Bromoacetic acid, pentadecy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.40 3.46 ng 99690 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 80
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 76
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 74
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 68
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 68
Abundance Scan 2119 (14.401 min): BF094784.D (-2115) (-) m/z 83.10 100.00%
430 83.1
5000
125.1
169.0203.2 2442 291.1 14.00 14.20 14.40 14.60 14.80
N m/z 57.10 89.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #182418: Bromoacetic acid, pentadecy! ester
43.0 g30
5000 LN IR ISR UM I
14.00 14.20 14.40 14.60 14.80
Tz&o m/z 43.00 87.50%
. .“. ‘ Ay .“. M .‘H\. i 18|\2'|0| T |25|5|-0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LA SN AR UL I
14.00 14.20 14.40 14.60 14.80
5000 m/z 69.05 73.18%
169.0
26,0 138.0 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione A EEE e e
69.0 14.00 14.20 14.40 14.60 14.80
m/z 97.05 58.21%
238.0
117.0
5000
158.0 1940
Tl |
Iljﬂﬂy | 1 . N
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF050117\
Data File : BF094784.D

Acq On > 2 May 2017 7:46

Operator : SJ/MA

Sample - 12892-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
2-Pentanone, 4-hy... 3.94 23.0 ng 651540 1 5.77 566523 20.0
unknown5 .52 5.52 107.7 ng 3050190 1 5.77 566523 20.0
n-Hexadecanoic acid 11.95 2.5 ng 77341 4 11.21 608264 20.0
Bromoacetic acid,... 14.40 3.5 ng 99690 5 14.47 576055 20.0
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