LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 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-BF050217 .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 5.137 539 544 570 rBV 257021 545818 19.37% 2.596%
2 5.748 644 648 682 rBY 1229035 2251301 79.91% 10.709%
3 7.319 911 915 931 rBVY 1439306 2188634 77.69% 10.411%
4 7.442 931 936 955 rVB 1843505 2539435 90.14% 12.080%
5 7.778 990 993 1009 rVB 365917 453998 16.11% 2.160%

8.019 1029 1034 1051 rBV 1609191 1914020 67.94% 9.105%
8.678 1141 1146 1163 rBV 1036197 1388888 49.30% 6.607%
9.795 1331 1336 1357 rBvV 430944 592993 21.05% 2.821%
11.566 1632 1637 1652 rBV 2159085 2817249 100.00% 13.401%
12.260 1750 1755 1772 rBV 172547 282693 10.03% 1.345%

=
QO ~NO®

11 12.624 1812 1817 1827 rBV2 473291 649441 23.05% 3.089%
12 13.918 2032 2037 2060 rBV 871365 1349012 47.88% 6.417%

13 14.230 2086 2090 2094 rBV 23424 30563 1.08% 0.145%
14 15.030 2221 2226 2242 rBV 360035 513853 18.24% 2.444%
15 15.989 2383 2389 2397 rBv4 23082 556821 1.98% 0.266%

16 17.348 2615 2620 2627 rBV 1595685 1855030 65.85% 8.824%
17 18.036 2731 2737 2748 rBV 466920 636551 22.59% 3.028%

18 18.624 2829 2837 2846 rBV 12398 52658 1.87% 0.250%
19 18.700 2846 2850 2862 rVB 309136 418665 14.86% 1.991%
20 19.712 3019 3022 3025 rBV2 26891 32193 1.14% 0.153%
21 19.977 3064 3067 3070 rBV3 21160 29260 1.04% 0.139%

22 20.371 3130 3134 3144 rBV2 287478 424598 15.07% 2.020%

Sum of corrected areas: 21022674
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On - 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095136.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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.

5.14 24._.05 ng 545818 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 545 (5.142 min): BF095136.D (-539) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 g
510 83.0 480 500 520 5.40

.”,..”,..”,.”.Q:h.,.”!,”..,”..,”..,”..“...“ m/z 59.10 61.98%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 590 LI L L L L L L LB L I
) 4.80 5.00 5.20 5.40
m/z 101.10 22 .39%
101.0
3]"0 L 83.0 930 ‘
T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R e S S NS
57.0 480 5.00 5.20 5.40
5000 m/z 58.00 15.07%
20.0 101.0
15.0 73.0 83.0
L i o o B B e e N e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40

m/z 41.00 9.28%

5000
101.0
150 310 80 690 86.0

A o e e A R BRma ERaE e L iR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown7.44 Concentration Rank 1

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

7.44 111.87 ng 2539440 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 936 (7.442 min): BF095136.D (-931) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T LT T
40.0 540 7.20 7.40 7.60 7.80
S v el o X B 1S [ N m/z 68.10 38.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 BN
M0 530 . m/z 134.00  32.30%
‘ ‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 75 70 780 760
5000 ' m/z 66.00 21.77%
31.0 51.0
mwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.20 7.40 7.60 7.80
m/z 69.05 14 .86%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknownl15.99 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.17 ng 55821 Phenanthrene-d10 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 38
2 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 25
3 n-Decanoic acid 172 C10H2002 000334-48-5 22
4 Undecanoic acid 186 C11H2202 000112-37-8 16
5 _alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 12
Abundance Scan 2389 (15.989 min): BF095136.D (-2383) (-) m/z 149.00 100.00%
3.0 149.0
43.0
5000
129.0 LN SRR SUNIA B
‘ 97.1 171 1 213.1 15.60 15.80 16.00 16.20 16.40
SN KN 5 ] NN I B S m/z 73.00 81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61117: Dodecanoic acid
73.0
43.0
5000
129.0 15.60 15.80 16.00 16.20 16.40
‘ ‘ 101.0 157.0 200.0 m/z 43.05 71.61%
N D NPT A ”.ﬂu”.“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
15,60 15.80 16.00 16.20 16.40
5000 61.0 102.0 m/z 57.10 70.22%
200.0
83.0
1290 o
1810 222.0242.0
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 200 220 240
Abundance #39469: n-Decanoic acid
60.0 15.60 15.80 16.00 16.20 16.40
m/z 41.00 59.43%
5000 41.0
129.0
180] 1190 | 1s30l720
m/z--> 25 Jo 6 80 100 120 140 160 180 200 250 250 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 5 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 30.41 ng 636551 Chrysene-di12 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Octanamide 143 C8H17NO 000629-01-6 64
3 Nonanamide 157 C9H19NO 001120-07-6 64
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 50
Abundance Scan 2738 (18.042 min): BF095136.D (-2731) (-) m/z 59.00 100.00%
54.0 ”
5000
17.80 18.00 18.20 18.40
154.1
184.1207.0 238.2 264.3 n/z 72.00 66 . 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
17.80 18.00 18.20 18.40
29.0 m/z 55.05 36.92%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
" 17.80 18.00 18.20 18.40
5000 m/z 41.05 29.30%
29.0 86.0 1140 1430
Wmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29478: Nonanamide s e S EABR R
54.0 17.80 18.00 18.20 18.40
m/z 43.05 21.94%
5000
29\0 “ Il ‘\ 86.0 1140 1570
m/z--> 20 40 eb éo 100 150 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095136.D

Aca On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 6 17-Pentatriacontene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.62 2.52ng 52658  Chrysene-d12 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 53

2 Heptacosvl acetate 438 C29H5802

3 Pentafluoropropionic acid. decvl... 304 C13H21F502 959000-65-8 43

4 10-Chloro-1-decanol. tert-butvld... 306 C16H35CIO0Si 1000333-09-1 38
1000192-41-0 32

5 4-Methyl-dodec-3-en-1-o0l 198 C13H260

Abundance Scan 2836 (18.618 min): BF095136.D (-2829) (-) m/z 43.00 100.00%
43.0 83.0
5000 125.0
]| 2o % 1963 1680 1950
e e | m/z 83.00 98.05Y%

T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57.0

97.0

5000

18.40 18.60 18.80 19.00
m/z 97.10 82.76%

15d \

“ “\l i “81 .0 223 0 267 0306 0 348 0390.0 434. o 490. o
, T ,

m/iz--> 0 50 250 300 350 400 450
Abundance
43.0
97.0 RN DAL BN LN
18.40 18.60 18.80 19.00
5000 m/z 55.00 74.88%
139.0

181.0 222.0 264.0 306.0 378.0 423.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147457: Pentafluoropropionic acid, decyl ester R B R ARama
55.0 18.40 18.60 18.80 19.00

1000351-78-2 47

m/z 57.05 64 .50%

5000 70

15. d | 14?‘0 185. 0 243.0 286.0

m/z--> 0 50 100 150 200 250 300 350 400 450 18.40 18 60 18. 80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051517\
Data File : BF095136.D

Acq On : 15 May 2017 20:51

Operator : SJ/MA

Sample : 13147-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.14 24_.1 ng 545818 1 7.78 453998 20.0
unknown7 .44 7.44 111.9 ng 2539440 1 7.78 453998 20.0
unknownl15.99 15.99 2.2 ng 55821 4 15.03 513853 20.0
9-Octadecenamide, ... 18.04 30.4 ng 636551 5 18.70 418665 20.0
17-Pentatriacontene 18.62 2.5 ng 52658 5 18.70 418665 20.0
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