LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

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_G\METHODS\8270-BG111017 .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 5.199 321 325 335 rVvB 54504 89747 1.62% 0.357%
2 5.681 400 407 425 rBVY 805908 1437954 25.93% 5.718%
3 7.291 674 681 699 rBVY 904437 1700644 30.67% 6.763%
4 7.661 736 744 754 rBVY 879310 1610616 29.05% 6.405%
5 8.125 815 823 832 rBvV 151821 259762 4._.68% 1.033%

8.449 870 878 889 rBvV 676395 1225470 22.10% 4._.873%
9.295 1012 1022 1034 rBV 510569 1013118 18.27% 4._.029%
10.940 1294 1302 1320 rBV 186468 405965 7.32% 1.614%
1803326 2946535 53.14% 11.717%
14.195 1849 1856 1865 rBV 190843 345233 6.23% 1.373%
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11 14.747 1944 1950 1961 rVB2 427080 718156 12.95% 2.856%
12 16.234 2197 2203 2223 rBV 1763881 2810743 50.69% 11.177%

13 16.427 2231 2236 2239 rBV 44454 60400 1.09% 0.240%
14 17.491 2409 2417 2432 rBV2 695363 1140498 20.57% 4 _535%
15 19.753 2798 2802 2811 rBV5 49151 96557 1.74% 0.384%

16 20.082 2852 2858 2865 rVB 4087354 5544985 100.00% 22.051%
17 20.294 2891 2894 2900 rVB 41763 63038 1.14% 0.251%
18 20.746 2966 2971 2977 rBV 247614 427727 7.71% 1.701%
19 20.816 2977 2983 2987 rvv2 175061 336494 6.07% 1.338%
20 21.762 3138 3144 3157 rVB2 750995 1339206 24.15% 5.326%

21 23.225 3386 3393 3404 rBV3 98986 241011 4_.35% 0.958%
22 25.059 3692 3705 3718 rBV2 420112 1332688 24.03% 5.300%

Sum of corrected areas: 25146547
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample = 16717-04

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031421.D
4000000

3000000

2000000

1000000 568 7.29 7.66
i 8.45
9.29

5 20 8.13 10.94

L £ L A

Time--> 3. 50 4.00 4.50 5.00 5. 50 6.00 6.50 7.00 7.50 8.00 8.50 9. OO 9. 50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG031421.D
4000000 20.08

3000000

2000000{ 13 37 16.23

1000000
17.49 21.76

14.75 2
14.19 6.43 19.75 ||20.29

L0 0 N e o i o B A e e L R R R R e R R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031421.D
4000000

3000000

2000000

1000000

25.06
23.23

R L RAARA B L RN R AEE T e e e e RARRA RARAR R

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 6.91 ng 89747 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 325 (5.199 min): BG031421.D (-321) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540 560
Ol S8BT 89.00  52.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SN SRS RN R
59 480 5.00 520 540 5.60
m/z 101.00 17.40%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 m/z 58.00 16.11%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 480 500 520 5.40 5.60
m/z 41.00 10.30%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 unknown7.66 Concentration Rank 1

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

7.66 124.01 ng 1610620 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 744 (7.661 min): BG031421.D (-736) (-) m/z 132.00 100.00%
132
5000 68 /\_
6 rrrTpTTTTTT T T T T T T T T
40 54 | 75 103 7.40 7.60 7.80 8.00
48
o....,...:ll!..:,:!..,::.n',....,..5.‘?,..!.,.':..,.1.1?.,...., | N m/z 68.00 38.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R RS LS AR e
7.40 7.60 7.80 8.00
31 78 m/z 134.00 34 .54%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'LI”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 800
5000 m/z 66.00 27 .00%
33 44 g7 105
51 60 70 78 g 115
O R e i T e T o e o e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine

132 7.40 7.60 7.80 8.00
m/z 69.10 16.58%

97
5000
70
52
st 4‘4 60 ‘ 78 86 105 116
0 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 4 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.75 6.39 ng 427727 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 91
2 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 86
3 Pentanamide 101 C5H11NO 000626-97-1 72
4 Dodecanamide 199 C12H25N0 001120-16-7 64
5 Octanamide 143 C8H17NO 000629-01-6 64

Abundance Scan 2972 (20.752 min): BG031421.D (-2966) (-) m/z 59.00 100.00%

99

5000
41

-

20.40 20.60 20.80 21.00
m/z 72.00 60.28%

154169184 204220 238 264281296

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-

5000 41 LA L L L L L L LB L I
20.40 20.60 20.80 21.00
m/z 55.00 35.26%
o 18 126 154169184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
S
20.40 20.60 20.80 21.00
5000 m/z 41.00 34.30%

83 1117126141157 181196212 229

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4064: Pentanamide L B o BB R
59 20.40 20.60 20.80 21.00
m/z 43.10 22 .01%
5000 a4
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 Hexanedioic acid, bis(2-eth... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.82 5.03 ng 336494 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
2 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
3 Adipic acid, 2-methylbutyl octyl... 328 C19H3604 1000324-67-7 59
4 Adipic acid, 2-methylpent-3-yl p... 300 C17H3204 1000353-55-9 47
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 43
Abundance Scan 2984 (20.822 min): BG031421.D (-2977) (-) m/z 129.00 100.00%
129
5000
57
| il 241 20.40 20.60 20.80 21.00 21.20
259 : : : : :
3 I Y Li I 167187 212 p o0 288 3 "m/z 57.10 35.98%
m/z--> 50 100 150 200 250 300 350
Abundance #196973: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 AR R SRS BRI
20,40 20.60 20.80 21.00 21.20
H 1 147 m/z 70.10 25.43%
241259
ok, H “ ‘H L ‘. | ‘ A72 199219 | | 284 313 341 370
m/z--> 150 200 250 300 350
Abundance
129
20.40 20.60 20.80 21.00 21.20
5000 m/z 71.10 25.00%
241
57 111
L2 83 147 199 259 599
R R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #167582: Adipic acid, 2-methylbutyl octyl ester L T e ]
129 20.40 20.60 20.80 21.00 21.20
m/z 112.05 17.33%
5000
199 241
i o
I NI B i/ O | 217 250 299 329
m/z--> 50 100 150 200 250 300 350 20,40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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 6 13-Docosenamide, (Z2)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.23 3.60 ng 241011 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 80
3 Octadecanamide 283 C18H37NO 000124-26-5 72
4 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 72
5 Decanamide- 171 C10H21NO 002319-29-1 64

Abundance Scan 3394 (23.231 min): BG031421.D (-3386) (-) m/z 59.00 100.00%

o h
5000

136154 176103912 931249 276294 320 341 23.00 23.20 23.40 23.60
(o} m/z 71.95 67.41%

m/z--> 50 100 150 200 250 300
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000

137 23.00 23.20 23.40 23.60
l

m/z 55.00 60.58%

112
0 \M “u i Al ‘ 154 103 221240 277294 32037
—i o e
miz--> 50 100 150 200 250 300
Abundance
59
e
23.00 23.20 23.40 23.60
5000 m/z 41.05 43.65%
a1
227
018 79 %7 128 149166184 210
el e e
miz--> 50 100 150 200 250 300
Abundance #130204: Octadecanamide R mEEEE RS S
59 23.00 23.20 23.40 23.60
m/z 43.05 41 .29%
5000
4 28
RELN 0 11;1t 156 184 212 240 266283
v A e
miz--> 50 100 150 200 250 300 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031421.D

Acq On : 8 Dec 2017 13:34

Operator : SJ/JU

Sample - 16717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 6.9 ng 89747 1 8.13 259762 20.0
unknown7 .66 7.66 124.0 ng 1610620 1 8.13 259762 20.0
9-Octadecenamide, ... 20.75 6.4 ng 427727 5 21.76 1339210 20.0
Hexanedioic acid,... 20.82 5.0 ng 336494 5 21.76 1339210 20.0
13-Docosenamide, ... 23.23 3.6 ng 241011 5 21.76 1339210 20.0
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