LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG051520.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 3.125 3 6 13 rVB 305294 447024 10.19% 1.295%
2 3.783 103 118 123 rvVvB2 77638 246712 5.63% 0.715%
3 4.141 159 179 191 rBve 171747 684462 15.61% 1.983%
4 4.969 292 320 326 rBVv4 156155 960361 21.90% 2.782%
5 5.157 329 352 356 rVB2 177506 807164 18.41% 2.338%
6 5.539 397 417 423 rBV 510254 1240315 28.28% 3.593%
7 6.044 498 503 509 rvB 102221 163134 3.72% 0.473%
8 6.473 568 576 579 rBV6 25259 54057 1.23% 0.157%
9 6.538 580 587 595 rVB2 65292 153724 3.51% 0.445%
10 7.131 661 688 702 rVB4 411904 1624580 37.04% 4_.706%
11 7.560 756 761 771 rVB2 36010 64522 1.47% 0.187%

12 7.965 823 830 836 rBv2 237595 413627 9.43% 1.198%
13 8.047 836 844 858 rvB7 169885 524846 11.97% 1.520%
14 8.241 864 877 880 rBv2 112797 304835 6.95% 0.883%
15 8.288 880 885 894 rVvB 845535 1533614 34.97% 4.442%

16 8.617 929 941 951 rBvV2 117225 345299 7.87% 1.000%
17 8.741 953 962 975 rvVv 722988 1290416 29.42% 3.738%

18 8.946 990 997 1006 rvB2 30540 60792 1.39% 0.176%
19 9.128 1020 1028 1035 rVB 712745 1275409 29.08% 3.694%
20 9.222 1036 1044 1048 rVBS8 24983 51636 1.18% 0.150%
21 9.310 1048 1059 1066 rBV5 151286 434240 9.90% 1.258%
22 9.592 1101 1107 1113 rVB4 42741 77626 1.77% 0.225%
23 9.704 1119 1126 1133 rBV7 25623 59262 1.35% 0.172%

24 10.103 1180 1194 1198 rBvV4 93333 369866 8.43% 1.071%
25 10.162 1198 1204 1214 rVB 167811 403546 9.20% 1.169%

26 10.303 1223 1228 1236 rVB7 24301 60765 1.39% 0.176%
27 10.556 1266 1271 1279 rVB4 39316 73187 1.67% 0.212%
28 10.773 1299 1308 1314 rBV 341085 646576 14.74% 1.873%
29 11.037 1346 1353 1360 rVv2 70994 138658 3.16% 0.402%
30 11.408 1400 1416 1428 rBV 465924 1604286 36.58% 4.647%

31 11.619 1446 1452 1457 rBV6 61957 116755 2.66% 0.338%
32 11.936 1504 1506 1515 rVB4 31999 52233 1.19% 0.151%
33 12.077 1525 1530 1534 rBV6 32496 61002 1.39% 0.177%
34 12.265 1557 1562 1570 rVB3 55599 111645 2.55% 0.323%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.612 1613 1621 1634 rVB 239561 506918 11.56% 1.468%

36 12.911 1667 1672 1677 rBV3 49858 87290 1.99% 0.253%
37 12.976 1678 1683 1688 rVVv2 72422 115787 2.64% 0.335%
38 13.052 1691 1696 1706 rVB2 99496 199669 4 _55% 0.578%
39 13.235 1720 1727 1733 rVB 1942599 3282651 74.85% 9.508%

40 13.469 1762 1767 1771 rBV6 28362 54714 1.25% 0.158%
41 13.569 1780 1784 1790 rVB5 50236 87278 1.99% 0.253%
42 13.757 1814 1816 1823 rVB7 27862 54922 1.25% 0.159%
43 14.057 1861 1867 1873 rBVY 255127 394142 8.99% 1.142%
44 14.145 1879 1882 1888 rBV3 48773 79192 1.81% 0.229%

45 14.415 1925 1928 1937 rVB2 75116 146371 3.34% 0.424%

46 14.609 1951 1961 1970 rBV 591841 1082376 24.68% 3.135%
47 14.862 2000 2004 2012 rVB9 37142 74327 1.69% 0.215%
48 15.050 2033 2036 2040 rBV3 42727 49195 1.12% 0.142%
49 15.349 2081 2087 2092 rBV 280983 487435 11.11% 1.412%
50 15.502 2109 2113 2117 rBV6 83844 125941 2.87% 0.365%

51 15.890 2176 2179 2186 rVB 112983 181208 4._.13% 0.525%
52 16.001 2194 2198 2203 rVB 335777 459955 10.49% 1.332%
53 16.101 2209 2215 2227 rVB 1600918 2599748 59.28% 7.530%
54 16.201 2229 2232 2237 rBV3 82392 131323 2.99% 0.380%
55 17.358 2424 2429 2435 rBV 649303 1000612 22.82% 2.898%

56 18.275 2582 2585 2590 rVB2 231200 294720 6.72% 0.854%
57 19.978 2870 2875 2884 rBV 3074807 4385487 100.00% 12.703%

58 21.629 3152 3156 3166 rVB 659033 1128521 25.73% 3.269%
59 24.801 3689 3696 3708 rVB 371891 1057652 24.12% 3.064%

Sum of corrected areas: 34523610
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG045409.D
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o AT A A

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
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Abundance TIC: BG045409.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.12 21.61 ng 447024 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 5 (3.119 min): BG045409.D (-3) (-) m/z 73.05 100.00%
73
5000
43
J 147 207 470 320 3.30 3.40 3.50
i m/z 87.05 29.14%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RN A U R U
43 3.20 3.30 3.40 3.50
m/z 43.05 28 .66%

m/z--> 0 50 100 150 200 250 300 350 400 450

K>

Abundance
30
BBRAREAEEEREERELE sy
3.20 3.30 3.40 3.50
5000 87 m/z 55.05 17.98%
59
L B o e N B o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #734: N-Ethylformamide R N b e AREaEE
30 3.20 3.30 3.40 3.50
73 m/z 71.05 10.87%
5000

—

Al
T L e e B L o e R e N R A REaRE
m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Propanoic acid, 2-methyl- Concentration Rank 13

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

3.78 11.93 ng 246712 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 91
2 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 72
3 Hvdrazine. butvl- 88 C4H12N2 003530-11-8 32
4 Propanoic acid. 2-oxo- 88 C3H403 000127-17-3 25
5 Propane, l-nitro- 89 C3H7NO2 000108-03-2 17

Abundance Scan 118 (3.783 min): BG045409.D (-103) (-) m/z 43.05 100.00%
73
5000
3.40 3.60 3.80 4.00 4.20
e 22 Tm/z 73.05 59420
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2060: Propanoic acid, 2-methyl-
5000
73 3.40 3.60 3.80 4.00 4.20
m/z 41.05 58.04%
miz--> 100 1% 20 2o 3o o o o o
Abundance
43
3.40 3.60 3.80 4.00 4.20
5000 m/z 39.05 26.13%
70
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #1966: Hydrazine, butyl-
3P 3.40 3.60 3.80 4.00 4.20
m/z 45.05 16.85%
5000
73
"|"ﬂ|"”|"“|"“ DY S S LN S SR ARESURARBE RN SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 3 Butanoic acid Concentration Rank 5

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

4.14 33.10 ng 684462 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 58
2 Silver butanoate 194 C4H7A002 005076-24-4 38
3 Toluene 92 C7H8 000108-88-3 38
4 Pentanoic acid 102 C5H1002 000109-52-4 25
5 Butanoic acid, 4-chloro- 122 C4H7CIl02 000627-00-9 25

Abundance Scan 179 (4.141 min): BG045409.D (-159) (-) m/z 60.05 100.00%
60
91
5000
| - 380 4.00 4.0 440
il m/z 91.05 62.36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2020: Butanoic acid
60
5000 ESARBE R SRR LR

3.80 4.00 4.20 4.40
»7 m/z 73.00 46.18%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
60
3.80 4.00 4.20 4.40
5000 m/z 92.05 39.18%
28 303
107 216
149 246 274 347 392 443 495
T T T T T T T T T [ T T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2455: Toluene R e R
91 3.80 4.00 4.20 4.40
m/z 42.05 22.63%
5000
39 65
T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Butanoic acid, 3-methyl- Concentration Rank 3

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

4.97 46.44 ng 960361 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 40
5 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 39

Abundance Scan 320 (4.969 min): BG045409.D (-292) (-) m/z 60.05 100.00%
ep
5000 a1
87 e N
69 4.60 4.80 5.00 5.20 5.40
..,....,....,...:|;!.|..,??.--."....',....,....,....191...,....,.1.2.‘?,.... m/z 41.05 36.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4275: Butanoic acid, 3-methyl-
6p
5000
43 460 4.80 5.00 5.20 5.40
87 m/z 43.00 34.72%
s 3l s ) | o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60
4.60 4.80 5.00 5.20 5.40
5000 2 m/z 87.05 26.14%
97 41
"I'%?'I""I'“'I""I??"I""I'“'I"§?I"';0%"I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13414: Heptanoic acid
60 4.60 4.80 5.00 5.20 5.40
m/z 45.05 20.72%
5000 73
41
27 H 8
101
..,.?.5.,....,....,....,#......,....,.... 941 U3 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Butanoic acid, 2-methyl- Concentration Rank 4

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

5.16 39.03 ng 807164 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 72
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 56
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 43
4 dl-c-Allvlalvcine 115 C5H9NO2 007685-44-1 9
5 Propanoic acid 74 C3H602 000079-09-4 9

Abundance Scan 352 (5.157 min): BG045409.D (-329) (-) m/z 74.05 100.00%
!
5000 M 57
87
4.80 500 5.20 5.40
..,....,....,....,:..?ﬂ-...-,....',.|-..,....,....}9.2.19,9....,....,...., m/z 57.05 42.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4289: Butanoic acid, 2-methyl-
74
29 a1 57
5000
4.80 500 5.20 5.40
87 m/z 41.05 37.62%
o LL1so . 67 |, 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
74
480 500 520 540
5000 43 m/z 87.00 28.72%
55 87
27
15 67 101 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13434: Hexanoic acid, 2-methyl-
74 4.80 500 5.20 5.40
m/z 73.05 20.72%
5000
43 87
29 55
15| ‘\“‘ g 67 1 | 101 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Ethanol, 2-butoxy- Concentration Rank 16

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

6.04 7.89 ng 163134 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 90
2 Butane. 2.2"-Tmethvlenebis(oxv)1... 160 C9H2002 002568-92-5 45
3 n-Butvl ether 130 C8H180 000142-96-1 37
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 36
5 Propanoic acid, 2-hydroxyethyl e... 118 C5H1003 024567-27-9 28

Abundance Scan 502 (6.038 min): BG045409.D (-498) (-) m/z 57.05 100.00%
57
5000 \wﬁk j\n‘
87
580 6.00 6.20 6.40
il 8 et S 2 | m/z 45,05 39.40%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8820: Ethanol, 2-butoxy- /L A/\
57
50001 g ""I""I""I""I"'
5.80 6.00 6.20 6.40
87 m/z 41.05 32.31%
I 118
m/z--> 6 50 160 150 200 250 300 350 400 450 500
Abundance
57
87 5.80 6.00 6.20 6.40
5000{ 29 m/z 87.05 27.14%
131
I"”I"”I"”lﬁq"""""P"'P"'P"'P"'I”"
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13645: n-Butyl ether
57 5.80 6.00 6.20 6.40
m/z 75.05 10.30%
5000
29
87
\ . 130
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 7 unknown6.54 Concentration Rank 17

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

6.54 7.43 ng 153724 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 33
2 N-tert-Butvlhvdroxvlamine 89 C4H11NO 1000239-48-8 23
3 Butanoic acid. 4-chloro-. methvl... 136 C5H9CI02 003153-37-5 17
4 Cvclobutanecarboxvlic acid. 2-pe... 310 C20H3802 1000280-58-1 10
5 Aminoguanidine 74 CH6N4 000079-17-4 9

Abundance Scan 587 (6.538 min): BG045409.D (-580) (-) m/z 74.00 100.00%
7
5000
101 6.20 6.40 6.60 6.80
-I!\,....,....2?2....,....,....3,“7’? m/z 57.05 99.89%
m/z--> 100 150 200 250 300 350
Abundance #8131: Pentanoic acid, 4-methyl-
5000 "|""|T{{\jHT"|""|'
6.20 6.40 6.60 6.80
83 m/z 73.00 73.58%
101
m/z--> 160 1éo 260 2%0 360 3%0
Abundance
57
6.20 640 6.60 680
50000 g m/z 55.05 65.17%
89
m/z--> o '50' - 160" ' 150" "200" ' 550" "360" ' ééo
Abundance #16060: Butanoic acid, 4-chloro-, methyl ester
74 6.20 6.40 6.60 6.80
m/z 43.05 55.18%
41
5000 105
15
Dl e eV b
m/z--> 50 100 150 200 250 300 350 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 8 unknown8.05 Concentration Rank 6

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

8.05 25.38 ng 524846 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl-. (B)- 98 C7H14 000690-08-4 30
2 Cvclohexane. methvl- 98 C7H14 000108-87-2 27
3 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 27
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 27
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 27

Abundance Scan 844 (8.047 min): BG045409.D (-836) (-) m/z 83.00 100.00%
43 83
5000
127
7.80 8.00 8.20 8.40
— :lall,..|..,....,....252]..29.0,3.12]..,?‘?9. m/z 43.05 80.13%
m/z--> 0 50 100 150 200 250 300 350
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)-
55 83
5000 RN AR RSN RN
7.80 8.00 8.20 8.40
27 m/z 57.00 74 .23%
A
m/z--> 0 50 100 150 200 250 300 350
Abundance
55 83
7.80 8.00 8.20 8.40
5000 m/z 55.00 66.69%
27
m/z--> 6 o '50" ' 160" "156 ' "266 ' "250" ' 560" ' ééo"
Abundance #3386: 1-Butene, 2,3,3—trimethy|— L L
55 83 7.80 8.00 8.20 8.40
m/z 41.05 63.70%
5000
29
,..WUpLW. e L
m/z--> 0 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40

8270-BG051520.M Mon May 18 00:56:55 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 9 Hexanoic acid, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.24 14.74 ng 304835 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 4-methvl- 130 C7H1402 001561-11-1 74
2 (RY-(-)-4-Methvlhexanoic acid 130 C7H1402 052745-93-4 47
3 3-Heptanol. 2.4-dimethvl- 144 C9H200 019549-72-5 27
4 3-t-Pentvlcvclopentanone 154 C10H180 1000114-66-3 25
5 Pentanoic acid, 5-bromo- 180 C5H9Bro2 002067-33-6 16
Abundance Scan 877 (8.241 min): BG045409.D (-864) (-) m/z 71.00 100.00%

m/z--> 100 150 200 250 300 350 400
Abundance #13432: Hexanoic acid, 4-methyl-

5000
8.00 8.20 8.40 8.60

m/z 55.00 82.69%

5000
101
8.00 8.20 8.40 8.60
.-,\:1.2.6.,....,.2?1..2,5.6...,....,....,..‘.‘3.7, m/z 73.05 82.90%

m/z--> 100 150 200 250 300 350 400
Abundance
71
e e
41 8.00 8.20 8.40 8.60
5000 m/z 41.05 51.50%
101
131
I L B B L
m/z--> 50 100 150 200 250 300 350 400
Abundance #21157: 3-Heptanol, 2,4-dimethyl- e R M o S
73 8.00 8.20 8.40 8.60
m/z 74.05 42 .35%
5000{ 43
101
.LJ,M:..,....,....,.... )
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60

8270-BG051520.M Mon May 18 00:56:55 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 11 Heptanoic acid Concentration Rank 9

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

8.62 16.70 ng 345299 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 78
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Pentanoic acid 102 C5H1002 000109-52-4 52
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 941 (8.617 min): BG045409.D (-929) (-) m/z 60.00 100.00%
5000
41 g7
8.20 8.40 8.60 8.80 9.00
110
. .ﬂ|.,l:...,....,....,..2?1.,...?4,7 m/z 73.00 69.48%
m/z--> 50 100 150 200 250 300 350
Abundance #13414: Heptanoic acid
5000
41 8.20 8.40 8.60 8.80 9.00
87 m/z 41.05 34 .35%
15 i II1|13|13|ol e
m/z--> 50 100 150 200 250 300 350
Abundance
60
820 840 860 880 9.00
5000 a1 m/z 87.05 27 .15%
87
m/z--> " s0 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60 8.20 8.40 8.60 8.80 9.00
m/z 43.05 25.33%
5000 43
101
T ?ﬁ U‘FH‘L E';‘Fﬁ'll"'lz'g' UL AL UL S| I L R U
m/z--> 50 100 150 200 250 300 350 8.20 8.40 860 8.80 9.00

8270-BG051520.M Mon May 18 00:56:56 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 12 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

9.31 21.00 ng 434240 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Methvl 2.3-di-O-methvl-_beta.-L-... 192 C8H1605 053989-92-7 72
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 50
5 1,4-Dioxane 88 C4H802 000123-91-1 43

Abundance Scan 1059 (9.310 min): BG045409.D (-1048) (-) m/z 73.00 100.00%
<]
5000
41
101
9.00 9.20 9.40 9.60
—— \h‘,ull | I 141167 240 477 88.05 77.87%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
<]
R I 900 920 940 960
101 m/z 41.05 31.73%
19] |.|,,1,,,||,||,12;9,|,,,,|,,,,|,,,,|,,,,|,
m/z--> 50 100 150 200 250 300 350
Abundance
88
900 920 940 960
5000 45 m/z 57.05 24.04%
6d 19 161
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R R e
4 88 9.00 9.20 9.40 9.60

m/z 87.00 22 .08%

5000

6
L

N w\ 100 135155173 214 242 272204313 355
_— s
5

0 100 150 200 250 300 350 9.00 9.20 9.40 9.60

m/z-->

8270-BG051520.M Mon May 18 00:56:56 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 13 Octanoic acid, silver(1+) salt Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.16 12.48 ng 403546 Naphthalene-d8 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. silver(1+) salt 250 C8H15A002 024927-67-1 78
2 Octanoic acid 144 C8H1602 000124-07-2 56
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 43
5 Nonanoic acid 158 C9H1802 000112-05-0 42

Abundance Scan 1204 (10.162 min): BG045409.D (-1198) (-) m/z 60.05 100.00%
6p
5000 4
85
115 9.80 10.00 10.20 10.40
1| | m/z 73.05 87.95%
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
6p
127
5000
4 9.80 10.00 10.20 10.40
85 m/z 43.05 45_.21%
,FQ? 216 249 273 359
m/z--> 50 100 150 200 250 300 350
Abundance
60
9.80 10.00 10.20 1040
5000 m/z 41.05 36 .59%
41 35
18 115 144
m/z--> " 50 100 150 200 250 300 350
Abundance #8068: Hexanoic acid L B e
60 9.80 10.00 10.20 10.40
m/z 55.05 34.11%
5000
41 87
'1?“*J“|“ “"'l %1§' U U UL DU U UM RN
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40

8270-BG051520.M Mon May 18 00:56:57 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 14 unknownll.04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.04 4.29 ng 138658 Naphthalene-d8 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 43
2 3.4-Dimethvl-3-hexanol 130 C8H180 019550-08-4 43
3 2-Azido-2.4.4.6.6-pentamethvlhep... 211 C12H25N3 1000293-29-0 27
4 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 27
5 3-Methyl-2-butenoic acid, hexade... 324 C21H4002 060129-26-2 22
Abundance Scan 1353 (11.037 min): BG045409.D (-1346) (-) m/z 57.05 100.00%

5000

10.80 11.00 11.20 11.40
m/z 73.00 87.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8132: Pentanoic acid, 4-methyl-
74
5000 LA IL  LL  L  LL BLL
10.80 11.00 11.20 11.40
m/z 55.05 66.95%
3
101117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
R N REREEEEE S
55 10.80 11.00 11.20 11.40
5000 m/z 43.05 61.97%
101
29
mmmmﬁvﬁwmwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70208: 2-Azido-2,4,4,6,6-pentamethylheptane R  EEREaE B
57 10.80 11.00 11.20 11.40
m/z 41.05 45 _.82%
5000
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11. 00 11. 20 11. 40

8270-BG051520.M Mon May 18 00:56:57 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 15 Benzeneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.41 49.62 ng 1604290 Naphthalene-d8 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 64
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 59
4 Benzene. (2-methoxvethyl)- 136 C9H120 003558-60-9 50
5 3-0xo0-4-phenylbutyronitrile 159 C10H9NO 019212-27-2 50
Abundance Scan 1416 (11.408 min): BG045409.D (-1400) (-) m/z 91.05 100.00%
Ji
5000 )//\\_
o 136 B S
39 nmnmnmnmnm
0 ...!fJ.n',¥4..,.... 2298 Tn/z 136.05  26.95%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #16277: Benzeneacetic acid
on
5000

136 11.00 11.20 11.40 11.60 11.80
o m/z 92.00 17.23%

39 || |
— -t -
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
91

11. 00 11. 20 11. 40 11.60 11. 80

5000 m/z 65.00 16.92%
44 136
65
16 180
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #16281: Benzoic acid, 4-methyl- T TP T T
91 136 11. 00 11. 20 11. 40 11. 60 11. 80

m/z 63.05 7.23%

5000
39 65
od 1

e T NS e T

T
m/z--> 0 50 100 150 200 250 300 350 400 11. OO 11. 20 11. 40 11. 60 11. 80

8270-BG051520.M Mon May 18 00:56:58 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 16 Hydrocinnamic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.61 15.68 ng 506918 Naphthalene-d8 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 94
2 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13NO3 1000129-40-0 50
3 Benzenepropanoic acid. silver(l+... 256 C9H9Aa02 075112-79-7 47
4 Phenvlethvl methacrvlate 190 C12H1402 003683-12-3 47
5 Cyclopropylphenylmethane 132 C10H12 001667-00-1 38
Abundance Scan 1621 (12.612 min): BG045409.D (-1613) (-) m/z 91.05 100.00%
<l
5000
150
51 123 12 540 12:20 12:40 12.60 12.80 13.00
T I .. m/z 104.05 51.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #24397: Hydrocinnamic acid /\/k
<l
5000 150 12.20 12.40 12.60 12.80 13.00
51 m/z 150.05 29.16%
"“!JJ DN S DAY SR UL SRR S S BN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
91
12.20 12.40 12.60 12.80 13.00
5000 m/z 77.05 20.85%
150
51
123 255
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107853: Benzenepropanoic acid, silver(1+) salt R e o e e
9 12.20 12.40 12.60 12.80 13.00
m/z 78.00 18.13%
5000
150
51
} ) 219 257 365
m/z--> 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80 13.00

8270-BG051520.M Mon May 18 00:56:58 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 17 Pyridine, 2-(1-methyl-2-pyr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.05 3.69 ng 199669 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-(1-methvl-2-pvrrolid... 162 C10H14N2 023950-04-1 94
2 Pvridine. 3-(l-methvl-2-pvrrolid... 162 C10H14N2 000054-11-5 93
3 Pvridine. 3-(l-methvl-2-pvrrolid... 178 C10H14N20 002820-55-5 64
4 Benzene-D6 84 C6D6 001076-43-3 43
5 Piperidine, 2-(tetrahydro-2-fura... 155 C9H17NO 1000305-66-0 43
Abundance Scan 1696 (13.052 min): BG045409.D (-1691) (-) m/z 84.05 100.00%
4
5000
133
42 oo | g 119 \ 1‘?1 156 265 12.80 13.00 13.20 13.40
ettt e Y26 Tm/z 133.05  34.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32079: Pyridine, 2-(1-methyl-2-pyrrolidinyl)-
84
5000 T T JNLT- AR
133 12.80 13.00 13.20 13.40
161 m/z 161.10 13.87%
119
e s e |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
84
12.80 13.00 13.20 13.40
5000 m/z 162.05 13.83%
133
42 162
65 105M9 | 147
m‘mmwwwwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #43706: Pyridine, 3-(1-methyl-2-pyrrolidinyl)-, 1-oxide, (S)-
84 12.80 13.00 13.20 13.40
m/z 42.05 11.29%
- wamwﬂwjlﬂuwuf\MMWHMNMMM}MM
42 133
161
‘ L.l 6\5 \‘ L 1051:\'\-9 H‘ 147 \H 17‘8
m/z--> 45 60 80 100 120 140 160 180 200 220 240 260 280 300 12:80 13.00 13.20 13.40

8270-BG051520.M Mon May 18 00:56:58 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 18 2,6-Dimethylphenyl i1socyanate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.35 9.01 ng 487435 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethviphenvl isocvanate 147 C9HONO 028556-81-2 80
2 2-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-43-8 64
3 1H-Indole-1-carboxaldehvde. 2.3-... 147 C9H9NO 002861-59-8 60
4 (2-Benzimidazolvlmethvlamine 147 C8HON3 005805-57-2 53
5 2-Indolinone, 1-methyl- 147 C9HONO 000061-70-1 49

Abundance Scan 2087 (15.349 min): BG045409.D (-2081) (-) m/z 118.05 100.00%
118 147
5000 9
8 [ LR UL BRI B I
39 83 1hs 190 15.00 15.20 15.40 15.60
2 lL3g2 | 160 17610 211 230 267 sz 147.05  93.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22564: 2,6-Dimethylphenyl isocyanate
147
119
5000
15.00 15.20 15.40 15.60
m/z 119.05 77 .64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
o 47
15.00 15.20 15.40 15.60
0
5000 m/z 92.00 35.60%
91
39 63 77 104 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22597: 1H-Indole-1-carboxaldehyde, 2,3-dihydro-
118 15.00 15.20 15.40 15.60
m/z 91.05 33.00%
147
5000
91
.- Manm e || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. OO 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 19 Methyl benzilate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.00 9.19 ng 459955 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl benzilate 242 C15H1403 000076-89-1 72
2 Benzilamide 227 C14H13NO2 004746-87-6 72
3 Acetic acid. 2-hvdroxv-2.2-diphe... 346 C22H1804 102706-04-7 64
4 1.1-Diphenvlpropanol 212 C15H160 005180-33-6 64
5 Diphenyl-cyclohexyl-methanol 266 C19H220 004404-61-9 64

Abundance Scan 2198 (16.001 min): BG045409.D (-2194) (-) m/z 183.05 100.00%
183
105
5000 77
43
155 15.60 15.80 16.00 16.20 16.40
— |! oyl A28 00 ] 210 241267 A3 Tns77105.05  70.01%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #95728: Methyl benzilate
183
105
77 15.60 15.80 16.00 16.20 16.40
m/z 77.05 40.67%
15 Sl 127152 242
mz-> 0 50 100 150 200 250 300 350 400
Abundance
105
4 183 LRI SRR SRR SUNIL B
15.60 15.80 16.00 16.20 16.40
5000 " m/z 43.05 26.08%
122 ijw
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #181459: Acetic acid, 2—hydroxy—2,2—dipheny|—, (2-0X0-2-ph... TT T T[T T T T [T T T T [ TT T T TT
183 15.60 15.80 16.00 16.20 16.40
m/z 51.05 13.25%
105
B [ WA«MM
St | | 127152 | 209 252 302
m'z--> 0 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051520\
Data File : BG045409.D

Aca On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 20 Pentadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.27 5.89 ng 294720 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 47
Abundance Scan 2584 (18.269 min): BG045409.D (-2582) (-) m/z 73.05 100.00%
43
5000
' 18.00 18.20 18.40 18.60
m/z 60.05 72.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 55 T8
5000 129 RS SUNRA BN B
5 18.00 18.20 18.40 18.60
m/z 43.05 67.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 51 18.00 18.20 18.40 18.60
5000 m/z 55.05 64.52%
129 -
214
21 98 113 152 186
Wmﬁmmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid el BaREEEEE
43 60 18.00 18.20 18.40 18.60
m/z 57.05 51.01%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 '1550'1556’15%0’15%6"
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051520\
Data File : BG045409.D

Acq On : 15 May 2020 23:17

Operator : CG/JU

Sample : L2663-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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... 3.12 21.6 ng 447024 1 7.97 413627 20.0
Propanoic acid, 2... 3.78 11.9 ng 246712 1 7.97 413627 20.0
Butanoic acid 4.14 33.1 ng 684462 1 7.97 413627 20.0
Butanoic acid, 3-... 4_97 46.4 ng 960361 1 7.97 413627 20.0
Butanoic acid, 2-... 5.16 39.0 ng 807164 1 7.97 413627 20.0
Ethanol, 2-butoxy- 6.04 7.9 ng 163134 1 7.97 413627 20.0
unknown6 .54 6.54 7.4 ng 153724 1 7.97 413627 20.0
unknown8 .05 8.05 25.4 ng 524846 1 7.97 413627 20.0
Hexanoic acid, 4-... 8.24 14.7 ng 304835 1 7.97 413627 20.0
Heptanoic acid 8.62 16.7 ng 345299 1 7.97 413627 20.0
Hexanoic acid, 2-... 9.31 21.0 ng 434240 1 7.97 413627 20.0
Octanoic acid, si... 10.16 12.5 ng 403546 2 10.77 646576 20.0
unknownll.04 11.04 4.3 ng 138658 2 10.77 646576 20.0
Benzeneacetic acid 11.41 49.6 ng 1604290 2 10.77 646576 20.0
Hydrocinnamic acid 12.61 15.7 ng 506918 2 10.77 646576 20.0
Pyridine, 2-(1-me... 13.05 3.7 ng 199669 3 14.61 1082380 20.0
2,6-Dimethylpheny... 15.35 9.0 ng 487435 3 14.61 1082380 20.0
Methyl benzilate 16.00 9.2 ng 459955 4 17.36 1000610 20.0
Pentadecanoic acid 18.27 5.9 ng 294720 4 17.36 1000610 20.0
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