LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 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-BG121218 .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 3.185 12 16 22 rVB 27097 40896 2.10% 0.170%
2 3.256 23 28 39 rvB 69241 107543 5.52% 0.448%
3 3.350 39 44 57 rvVB3 10673 30530 1.57% 0.127%
4 3.802 115 121 128 rVB 18143 30900 1.58% 0.129%
5 4.096 164 171 175 rBvV2 37132 66328 3.40% 0.276%
6 4.143 175 179 188 rVB5 28031 63027 3.23% 0.262%
7 4.402 218 223 231 rVB 30715 49081 2.52% 0.204%
8 4 _.507 235 241 251 rBV2 29072 54731 2.81% 0.228%
9 4.936 306 314 324 rBV6 8636 28877 1.48% 0.120%
10 5.071 324 337 345 rVvVv7 15003 51049 2.62% 0.213%

11 5.301 369 376 381 rBV 329630 554001 28.42% 2.307%
12 5.348 381 384 396 rVB4 30828 63928 3.28% 0.266%
13 5.524 407 414 418 rBV 53408 111113 5.70% 0.463%
14 5.612 423 429 442 rVB2 262924 516567 26.50% 2.151%
15 5.871 469 473 479 rVB 19360 28659 1.47% 0.119%

16 6.100 504 512 520 rBV3 42347 85363 4_.38% 0.355%
17 6.247 531 537 540 rBV 70174 130947 6.72% 0.545%
18 6.288 540 544 556 rVB 106857 198099 10.16% 0.825%
19 6.458 568 573 581 rBV 32417 60007 3.08% 0.250%
20 6.605 581 598 605 rvv9 24069 104140 5.34% 0.434%

21 6.664 605 608 617 rVB5 15671 34633 1.78% 0.144%
22 6.887 641 646 650 rBv4 21881 51678 2.65% 0.215%
23 6.940 650 655 663 rvVB 114398 202004 10.36% 0.841%
24 7.075 669 678 680 rBvV3 30510 71538 3.67% 0.298%

25 7.216 681 702 714 rvv3 260845 1010148 51.81% 4._.207%

26 7.433 731 739 745 rBV 70616 129115 6.62% 0.538%
27 7.592 755 766 772 rBV 448210 800977 41.08% 3.336%
28 7.874 807 814 818 rBV2 23805 48386 2.48% 0.202%
29 7.997 828 835 839 rBv4 11320 29692 1.52% 0.124%
30 8.056 839 845 849 rBv2 110306 190245 9.76% 0.792%

31 8.103 849 853 858 rvB 107578 166396 8.53% 0.693%
32 8.238 871 876 882 rVB3 19269 37218 1.91% 0.155%
33 8.303 882 887 893 rvv3 48542 106768 5.48% 0.445%
34 8.379 893 900 907 rvv 406436 774154 39.71% 3.224%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 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\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.444 907 911 917 rVB2 26255 50998 2.62% 0.212%
36 8.573 925 933 934 rBV2 30560 61412 3.15% 0.256%

37 8.608 934 939 945 rvv 74638 156272 8.02% 0.651%
38 8.779 947 968 975 rvv2 136132 609501 31.26% 2.538%

39 8.890 982 987 994 rvVB2 50244 91176 4.68% 0.380%
40 9.014 999 1008 1015 rVB9 18091 51116 2.62% 0.213%
41 9.090 1015 1021 1027 rBV2 20342 43032 2.21% 0.179%
42 9.167 1029 1034 1039 rBV3 25723 44464 2.28% 0.185%
43 9.237 1039 1046 1056 rvv 357976 666270 34.17% 2.775%
44 9.560 1096 1101 1110 rVB7 12766 30882 1.58% 0.129%
45 9.690 1117 1123 1130 rBV6 26184 63195 3.24% 0.263%
46 9.801 1138 1142 1149 rBV5 16165 29900 1.53% 0.125%

47 10.183 1201 1207 1211 rBV 54524 113944 5.84% 0.475%
48 10.365 1211 1238 1247 rVBS5 249485 1587040 81.40% 6.609%

49 10.565 1268 1272 1279 rVB5 14029 29231 1.50% 0.122%
50 10.641 1279 1285 1291 rBV3 19673 51527 2.64% 0.215%
51 10.876 1317 1325 1336 rVB 136572 277385 14.23% 1.155%
52 11.235 1379 1386 1397 rVBS8 24257 75895 3.89% 0.316%
53 11.540 1429 1438 1444 rBV9 22309 76063 3.90% 0.317%

54 11.769 1469 1477 1484 rBV2 168569 459992 23.59% 1.916%
55 11.846 1484 1490 1493 rBV 117885 244060 12.52% 1.016%

56 12.457 1584 1594 1595 rBVS8 17838 40515 2.08% 0.169%
57 12.533 1603 1607 1616 rVB9 16299 36305 1.86% 0.151%
58 12.668 1624 1630 1633 rBv4 15027 28742 1.47% 0.120%
59 12.821 1651 1656 1660 rBV5 13866 31561 1.62% 0.131%
60 12.892 1664 1668 1674 rBV5 16264 39997 2.05% 0.167%

61 13.009 1682 1688 1700 rBv4 93221 215197 11.04% 0.896%
62 13.127 1702 1708 1709 rBV2 36227 53741 2.76% 0.224%
63 13.321 1731 1741 1747 rVB 1001959 1609791 82.57% 6.704%
64 13.485 1757 1769 1781 rBV10 39234 156130 8.01% 0.650%
65 13.632 1787 1794 1801 rBV 695417 1202298 61.67% 5.007%

66 13.708 1801 1807 1817 rVB 64880 124506 6.39% 0.519%
67 13.838 1823 1829 1840 rBV 299152 543052 27.85% 2.262%

68 14.008 1851 1858 1863 rVB6 16424 39840 2.04% 0.166%
69 14.131 1872 1879 1891 rVB4 118656 358999 18.41% 1.495%
70 14.431 1923 1930 1936 rBv4 38464 80877 4._.15% 0.337%

71 14.560 1945 1952 1957 rBV 304498 480880 24.67% 2.003%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 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\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.695 1968 1975 1991 rBV2 221715 433545 22.24% 1.805%
73 14.942 2013 2017 2024 rBV2 26404 47105 2.42% 0.196%
74 15.095 2039 2043 2049 rVB2 56967 97715 5.01% 0.407%

75 15.218 2054 2064 2078 rVB 181332 529640 27.17% 2.206%

76 15.495 2105 2111 2117 rBV 301898 441201 22.63% 1.837%
77 15.683 2130 2143 2148 rBV 31666 107481 5.51% 0.448%

78 15.788 2156 2161 2169 rBV6 20754 52110 2.67% 0.217%
79 15.947 2185 2188 2192 rBV2 24221 32016 1.64% 0.133%
80 16.059 2204 2207 2213 rVB 51188 79148 4._.06% 0.330%

81 16.135 2215 2220 2224 rBV 110987 157254 8.07% 0.655%
82 16.194 2224 2230 2236 rBV2 765836 1211326 62.13% 5.045%
83 16.376 2257 2261 2265 rVB 50710 70524 3.62% 0.294%
84 16.429 2265 2270 2275 rBV 57658 86478 4.44% 0.360%
85 16.487 2275 2280 2285 rBV 342219 497509 25.52% 2.072%

86 16.681 2308 2313 2317 rBV 68007 105901 5.43% 0.441%

87 16.728 2317 2321 2326 rVB 44546 68189 3.50% 0.284%
88 16.787 2327 2331 2334 rBV 55095 80933 4_.15% 0.337%
89 16.828 2334 2338 2345 rVB7 43436 96165 4._.93% 0.400%
90 17.287 2411 2416 2422 rVB6 27830 55768 2.86% 0.232%

91 17.445 2434 2443 2456 rVB2 270971 554878 28.46% 2.311%
92 18.309 2585 2590 2598 rBvV4 80291 142679 7.32% 0.594%
93 18.515 2621 2625 2631 rVB2 32376 50291 2.58% 0.209%
94 19.572 2802 2805 2811 rVB2 44737 63265 3.25% 0.263%
95 19.872 2852 2856 2862 rBV 85761 128560 6.59% 0.535%

96 20.048 2881 2886 2891 rVB 1476626 1949612 100.00% 8.119%
97 20.618 2979 2983 2987 rBV2 86249 116694 5.99% 0.486%
98 21.435 3119 3122 3126 rBV 51028 83322 4.27% 0.347%
99 21.728 3167 3172 3179 rVB2 256218 419359 21.51% 1.746%
100 25.042 3729 3736 3746 rVB2 131331 369339 18.94% 1.538%

Sum of corrected areas: 24012531
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038795.D
1500000

1000000

500000 7.59 8.38

10.88 111785

Aﬁk;§3315 12228373
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
Abundance TIC: BG038795.D
20.05
1500000
13.32
1000000
16.19
13.63
500000 16.49 21.73
13.84 14.56 15.49 ’ .
. . I 20.62 21.43
ot iasl oot pobifimme vy s 5

O I B e o e B0 B e o o L 0 N B o AL B

Time--> 13.00 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: BG038795.D

1500000
1000000

500000

25.04

RSN N

e At

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 : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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-Butanone, 3-methyl- Concentration Rank 19

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

3.26 11.31 ng 107543 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 80
2 2-Pentanone 86 C5H100 000107-87-9 64
3 2.3-Butanedione 86 C4H602 000431-03-8 9
4 Ethanone. l-oxiranvl- 86 C4H602 004401-11-0 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 29 (3.262 min): BG038795.D (-23) (-) m/z 43.00 100.00%
43.0
5000
370, 489 58.0 71.0 ﬁﬂ 3.20 3.30 3.40 3.50 3.60 3.70
rrrTpTrT e e b m/z 41.00 11.85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1769: 2-Butanone, 3-methyl-
43.0
5000

3.20 3.30 3.40 3.50 3.60 3.70
m/z 85.95 11.35%

27.0 86.0
37.0 |, 55.061.0 71.0
T e P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43.0
3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 57.95 7.58%
58.0 71.0 860
27.0 . .
15.0 | 37.0[,|. 500 | 650 |
T I T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1658: 2,3-Butanedione
43.0 3.20 3.30 3.40 3.50 3.60 3.70
m/z 39.00 7.25%
5000
86.0
15.0 29.0 37.0 ||, 53.0
T T [ T P T e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Furanmethanol Concentration Rank 5

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

5.30 58.24 ng 554001 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol 98 C5H602 000098-00-0 98
2 3-Furanmethanol 98 C5H602 004412-91-3 52
3 1.3-Butadiene-1-carboxvlic acid 98 C5H602 000626-99-3 45
4 Cvclopropanecarboxaldehvde. meth... 82 C5H60 142423-24-3 38
5 Methylenecyclopropanecarboxylic ... 98 C5H602 062266-36-8 38

Abundance Scan 376 (5.301 min): BG038795.D (-369) (-) m/z 98.00 100.00%
41.0 98.0
53.0
81.0
5000 69.0
Uil ”l | s10 ‘ 500 520 540 560
St 1 14 R US| O PR N | S m/z 41.00 89.16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3079: 2-Furanmethanol
98.0
410 g3 81.0
5000 69.0 500 520 540 5.60
29.0 ‘ m/z 53.00 77.16%
}ﬁQ, ihh.ﬂh.”.nm:L?ﬁQ.:p...H...,”h',”..,
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3083: 3-Furanmethanol
98.0
41.0 69.0 5.00 5.20 5.40 5.60
5000 ' m/z 39.00 72.99%
81.0
53.0
29.0 ‘ ‘
...l.:l'.S'.O.l..k‘.‘l‘...‘lﬁ | ..‘Hl‘.‘..|...‘.|‘....‘|....|..‘. ‘|----|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3111: 1,3-Butadiene-1-carboxylic acid
27.0 5.00 5.20 5.40 5.60
53.0 m/z 42.00 71.31%
5000 420 98.0
70.0
| | e
“'|"“l"J“”'J“'M'lekﬁﬁq"F“"”'"|'“'W'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 3 1-Hexene Concentration Rank 18

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

5.52 11.68 ng 111113 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 72
2 1-Hexanol 102 C6H140 000111-27-3 59
3 1-Aziridineethanol 87 C4H9NO 001072-52-2 59
4 Hexvl chloroformate 164 C7H13CIl02 006092-54-2 59
5 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 50

Abundance Scan 413 (5.518 min): BG038795.D (-407) (-) m/z 56.00 100.00%
56.0
43.0
5000
69.0
520 5.40 5.60 5.80
83.9 146.8
"W””P'”P“h mw”hl““LL“v“W'HWH“l““w“w'HWH“l“' m/z  55.00 62.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1452: 1-Hexene
410 58.0
5000 520 5.40 5.60 5.80
27.0 . . . )
690 840 m/z 43.00 62.55%
15.0 .
m/z--> 16 25 35 45 55 60 70 80 90 100 110 120 130 140 150
Abundance #4412: 1-Hexanol
56.0
430 '520 540 5.60 580
5000 m/z 41.00 52.28%
310 69.0
‘ ‘ 84.0
”'P%%S”MP”JP“'P*hP”'b”'PL'P”'P”'P”'P”'P”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1876: 1-Aziridineethanol
56.0 520 5.40 5.60 5.80
m/z 42.00 46 .88%
42.0
5000
28.0
15.0 ‘
”W”LH”MN”WLhW”H“;mﬂ'ﬂﬁng”W'”W””P”W'”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown6.25 Concentration Rank 16

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

6.25 13.77 ng 130947 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-furanvl)- 110 C6H602 001192-62-7 43
2 2(5H)-Furanone 84 C4H402 000497-23-4 43
3 2(3H)-Furanone 84 C4H402 020825-71-2 32
4 Borane. diethvimethvl- 84 C5H13B 001115-07-7 27
5 Ethanone, 1-(1H-pyrazol-4-yl)- 110 C5H6N20 025016-16-4 25

Abundance Scan 538 (6.252 min): BG038795.D (-531) (-) m/z 55.00 100.00%
54.0
5000 2.0 9.0
' 83.9 110.0
| | 68.0 6.00 6.20 6.40 6.60
Y | EVSMRSOVIUL | VHMEIN L i SRS RS NN EN m/z 95.00 51.15%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5769: Ethanone, 1-(2-furanyl)-
95.0
5000 110.0 S RS AR R A
6.00 6.20 6.40 6.60
39.0 m/z 38.95 34 .09%
20 | | sio 670 g .
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #1342: 2(5H)-Furanone
58.0
270 IRREEAAEE LN R A
6.00 6.20 6.40 6.60
0
5000 84.0 m/z 83.90 27 .21%
39.0
R N "
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #1340: 2(3H)-Furanone
58.0 6.00 6.20 6.40 6.60
m/z 54.00 23.64%
27.0
5000 84.0
39.0
W"'ﬂl'”wh""I”*'I'"W""I"”I""I”"I"'W
m/z--> 20 30 40 50 60 70 8 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Butanoic acid, 4-hydroxy- Concentration Rank 12

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

6.29 20.83 ng 198099 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-hvdroxv- 104 C4H803 000591-81-1 83
2 Ethenamine. N-methvl-N-nitroso- 86 C3H6N20 004549-40-0 64
3 Butvrolactone 86 C4H602 000096-48-0 16
4 1-Butene 56 C4H8 000106-98-9 9
5 2-Butene, (E)- 56 C4H8 000624-64-6 9

Abundance Scan 544 (6.288 min): BG038795.D (-540) (-) m/z 42.00 100.00%
42.0
5000
8.0 T T
el S0 269 yn 47.00 50.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4696: Butanoic acid, 4-hydroxy-
42.0
5000
86.0 6.00 6.20 6.40 6.60

m/z 56.00 24 .12%

"'|""|J""'|"|""|'I"'|""|""|""|""|""|""

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1611: Ethenamine, N-methyl-N-nitroso-
30.0
6.00 6.20 6.40 6.60
5000 m/z 86.00 15.62%
57.0
H 86.0
...,”anLrw,ﬂ%.pw”.,.”.,.”.,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1651: Butyrolactone
42.0 6.00 6.20 6.40 6.60
m/z 40.00 11.63%
5000
86.0
2% ‘
e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60

8270-BG121218.M Mon Dec 24 15:48:27 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 6 Pentanoic acid, 4-methyl- Concentration Rank 20

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

6.60 10.95 ng 104140 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 59
2 Butoxvacetic acid 132 C6H1203 002516-93-0 25
3 Hexanoic acid 116 C6H1202 000142-62-1 23
4 4-Heptanol. 3-methvl- 130 C8H180 001838-73-9 17
5 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 14

Abundance Scan 597 (6.599 min): BG038795.D (-581) (-) m/z 57.00 100.00%
57.0
41.0
5000
72.9
||‘ l‘ |‘| 100.9 6.20 6.40 6.60 6.80 7.00
..,....,....,....,....,'....,'....|,....,....,....,'....,....,. m/z 55.00 71.18%
m/z--> 10 20 30 40 50 60 90 100 110 120
Abundance #8131: Pentanoic a(:|d, 4- methyl—
57.0
41.0
27.0 73.0
5000
6.20 6.40 6.60 6.80 7.00
‘ ‘ m/z 60.00 70.71%
B ll
m/z--> 10 20 30 40 50 90 100 110 120
Abundance #14263: Butoxyacetlc aCId
57.0
6.20 6.40 6.60 6.80 7.00
5000 29.0 41.0 m/z 41.00 61.71%
‘ ‘ 73.0 87.0
R ) e 0801240
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #8071: Hexanoic acid B B e B o e e
60.0 6.20 6.40 6.60 6.80 7.00
m/z 43.00 54 .63%
5000 73.0
41.0
27.0 ‘ 87.0
T }?'ql "'t“' ,,,h,,\,5},9\ﬂ,\,,, ARRRAR "'MI' '??]q' T T T T T T T T T T
m/z--> 10 20 40 50 60 70 80 90 100 110 120 6.20 640 6.60 6.80 7.00

8270-BG121218.M Mon Dec 24 15:48:28 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 7 2(3H)-Furanone, dihydro-5-m... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.94 21.24 ng 202004 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2(3H)-Furanone. dihvdro-5-methyl- 100 C5H802 000108-29-2 90

2 Furan. tetrahvdro-2.5-dimethvl- 100 C6H120 001003-38-9 56
3 m-Dioxane. 4.5.5-trimethvl- 130 C7H1402 006301-68-4 50
4 Succinic anhvdride 100 C4H403 000108-30-5 47
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 42
Abundance Scan 655 (6.940 min): BG038795.D (-650) (-) m/z 56.00 100.00%
56.0
5000 41.0 85.0
6.60 6.80 7.00 7.20
100.0
SRS | PRSI0 | RS < 10 B NN m/z 41.00 41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3735: 2(3H)-Furanone, dihydro-5-methyl-
56.0
5000 41.0 85.0 R AREEAREEEEmaEEe
6.60 6.80 7.00 7.20
290 m/z 85.00 40.70%
so | gl d e | e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3948: Furan, tetrahydro-2,5-dimethyl-
56.0
41.0 85.0 RARRE R aen R
. 6.60 6.80 7.00 7.20
5000 m/z 57.00 14 .52%
29.0
‘ ‘ | 67.0 100.0
SN St 1 | S N NN SN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13458: m-Dioxane, 4,5,5-trimethyl- M e
56.0 6.60 6.80 7.00 7.20
m/z 39.00 12.37%
5000
41.0
100.0
31.0 “‘ | 700 830 | 1120 1300
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20

8270-BG121218.M Mon Dec 24 15:48:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 8 unknown7.43 Concentration Rank 17

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

7.43 13.57 ng 129115 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanovl chloride 134 C6H11CIO 000142-61-0 45
2 3.6-Heptanedione 128 C7H1202 001703-51-1 38
3 Pvrrol-2(5H)-one. 4-acetvl-3-hvd... 374 C18H22N405 302566-41-2 38
4 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 37
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 35

Abundance Scan 738 (7.428 min): BG038795.D (-731) (-) m/z 43.00 100.00%
43.0
99.0
5000
§ I'O 7.00 7.20 7.40 7.60 7.80
—r 77— m/z 99.00 63.82%
m/z--> 50 100 150 200 250 300 350
Abundance #15068: Hexanoyl chloride
43.0
99.0
5000 71.0
7.00 7.20 7.40 7.60 7.80
m/z 55.00 53.13%
10 '.‘I'||L||Iii'u|||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #12184: 3,6-Heptanedione
43.0
000 7ho 750 140 Th0 1h0
5000 m/z 70.00 28.78%
71.0
Lad |
m/z--> 50 100 150 200 250 300 350
Abundance #199096: Pyrrol-2(5H)-one, 4-acetyl-3-hydroxy-5-(3-nitroph...
99.0 7.00 7.20 7.40 7.60 7.80
m/z 56.00 27 .45%
5000
56.0
| ‘ | 1300 176.0 374.0
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60 7.80

8270-BG121218.M Mon Dec 24 15:48:30 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 9 unknown7.59 Concentration Rank 2

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

7.59 84.20 ng 800977 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 766 (7.592 min): BG038795.D (-755) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 9.0 1o 720 7.40 7.60 7.80 8.00
L 2811 "m/z 68.00 38.72%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 IR I I IR
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 32.81%
31.0
“Lw!ﬂ'h““n“'ﬁ'“'v"|“'w'“"“"'“ SRR BUABY SRS S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
0 750 740 750 780 500
5000 m/z 66.00 29.39%
31.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.92%
5000
69.0
39.0 89.0
wTv-v-v-v-rv—v-v-v-rrn—v-rn—n—rv—rrq—rn—v-rn—rq—v—r
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80 8.00

8270-BG121218.M Mon Dec 24 15:48:30 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 11 2(3H)-Furanone, 5-ethyldihy... Concentration Rank 15

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

8.61 16.43 ng 156272 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-ethvildihvdro- 114 C6H1002 000695-06-7 86
2 Tetrahvdropvran 12-tetradecvn-1-... 294 C19H3402 096249-40-0 45
3 Tetrahvdrofuran. 2-ethvl-5-methvl- 114 C7H140 000931-39-5 43
4 n-Decanol tetrahvdropvran ether 242 C15H3002 110477-35-5 38
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 36

Abundance Scan 939 (8.608 min): BG038795.D (-934) (-) m/z 85.00 100.00%
84.0
5000
57.0
| 113.9 8.20 8.40 8.60 8.80 9.00
R R A RN A WA AR BARSN AL RARSS S SARSI SRR SAARS LARRI m/z 57.00 27.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7259: 2(3H)-Furanone, 5-ethyldihydro-
84.0
5000
29.0 8.20 8.40 8.60 8.80 9.00
56.0 m/z 56.00 23.53%
'“vl“%““vlw ”Wyﬁﬂ'”P”'P”W'”W”'W””P'”P”'P”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139718: Tetrahydropyran 12-tetradecyn-1-ol ether
85.0
8.20 840 8.60 8.80 9.00
5000 m/z 55.00 20.45%
41.0
‘\ \ 1L ”M ,109.0 135.0 162.0 191.0 2210 263.0 294.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #7611: Tetrahydrofuran, 2-ethyl-5-methyl- R e e P T e
85.0 8.20 8.40 8.60 8.80 9.00
m/z 42.00 19.77%
41.0
5000
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 840 8.60 8.80 9.00

8270-BG121218.M Mon

Dec 24 15:48:31 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 12 Heptanoic acid Concentration Rank 4

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

8.78 64 .08 ng 609501 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 86
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 62

Abundance Scan 968 (8.779 min): BG038795.D (-947) (-) m/z 60.00 100.00%
60.0
5000 _////\\__
87.0 AN SR LR R
39 ‘ | 115.0 2810 8.40 8.60 8.80 9.00 9.20
el 2180 e 20 Tm/Zz 73,00 42.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13414: Heptanoic acid
60.0
5000
8.40 8.60 8.80 9.00 9.20
39F 87.0 m/z 41.00 39.08%
so Wl o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4247: Pentanoic acid
60.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.00 37.86%
29.0
Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8071: Hexanoic acid B ma i
60.0 8.40 8.60 8.80 9.00 9.20
m/z 55.00 37.08%
5000
3% 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 880 9.00 9.20

8270-BG121218 .M Mon Dec 24 15:48:32 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 14 Nonanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.77 33.17 ng 459992 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 72
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 47
3 Pentanoic acid 102 C5H1002 000109-52-4 43
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 38
5 Butanoic acid, 4-chloro- 122 C4H7CIl02 000627-00-9 38
Abundance Scan 1477 (11.769 min): BG038795.D (-1469) (-) m/z 60.00 100.00%
60.0
41.0 73.0 g5
5000
98.0 11.40 11.60 11.80 12.00
.,....,....LI:|..,.'!I:'|...-:|:~.!..,.'::'.,..:'!~;'....,..|..,....|,...1.4,°.'.9..,.1.“??,'9... m/z 72.95 71.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30179: Nonanoic acid
60.0
41.0 73.0
5000
11.40 11.60 11.80 12.00
“ 98.0 115.0 129.0 m/z 57 .00 69.57%
O S e TN =
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8133: Pentanoic acid, 3-methyl-
60.0
11.40 11.60 11.80 12.00
5000 m/z 84.95 66.97%
41.0 870
MLl 730 1 1010 1150
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4247 Pentanoic acid
60.0 11.40 11.60 11.80 12.00
m/z 41.00 66.41%
5000 73.0
29.0 41.0
L BTO oo ) T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11. 60 11. 80 12. 00

8270-BG121218 .M Mon Dec 24 15:48:32 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 15 Benzoic acid, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.85 17.60 ng 244060 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 95
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 81
3 Benzeneacetic acid 136 C8H802 000103-82-2 60
4 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 47
5 Phthalan 120 C8H80 000496-14-0 38
Abundance Scan 1491 (11.852 min): BG038795.D (-1484) (-) m/z 91.00 100.00%
91.0
136.0
5000 550 110.0
42.0 '
||| ﬁs 0 770 || | 1070 11.60 11.80 12.00 12.20
reprrrrprrrr et el B bl et et m/z 136.00 56.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16289: Benzoic acid, 3-methyl-
91.0
136.0
5000
119.0 11.60 11.80 12.00 12.20
30, 65.0 m/z 55.00 51.02%
150 270 | L0 | 710 | 1070
mz> 10 % 3 M % 60 75 80 b 100 110 130 130 140
Abundance #16287: Benzoic acid, 4-methyl-
91.0
136.0 L L L L L LI B L
119.0 11.60 11.80 12.00 12.20
5000 m/z 56.00 42 .53%
29,0 65.0
150 270 | S0 . 770 | 1070 |
miz> 10 20 % 4 b 6 70 8 80 100 116 130 1% 140
Abundance #16278: Benzeneacetic acid R e AR R
91.0 11.60 11.80 12.00 12.20
m/z 119.00 34 .44%
136.0
5000
39.0 620
S0 7o ) 10701180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20

8270-BG121218.M Mon Dec 24 15:48:33 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 16 Vanillin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 55.46 ng 1202300 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 96
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 74
4 Benzaldehvde. 3-(chloroacetoxv)-... 228 C10H9CI04 066267-38-7 72
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803 000487-69-4 53
Abundance Scan 1794 (13.632 min): BG038795.D (-1787) (-) o m/z 150.90 100.00%
150.9
5000 81.0
w0 0 im0 e e W 1,
: 7.0 . 136.9 . . . )
o 220 163.9 m/z 151.95  96.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25795: Vanillin
151.0
5000 ---- AR R A
81.0 anmnmmm
53.0 10901230 m/z 81.00 38.43%
39.0 7.0 95.0 ~137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
a0 150 T80 a0
5000 m/z 109.00 25.86%
810 109.0
53.0 123.0
1?’%°m L. Wo‘m %0 d 137.0 |
m/z--> 16 25 §0 Jo §0 60 75 85 do 100 110 150 1§o 110 1%0 1éo 1%0
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde R E  ARAEEEEE T
151.0 anmnmmm

m/z 53.00 19.25%

5000 123.0
81.0 109.0
39 o 230 ‘ ‘ 137.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 17 n-Propyl benzoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.84 25.05 ng 543052 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl benzoate 164 C10H1202 002315-68-6 78
2 Benzene. nitro- 123 C6H5N02 000098-95-3 68
3 Benzoic acid. hept-2-vl ester 220 C14H2002 1000368-69-4 64
4 Butvl benzoate 178 C11H1402 000136-60-7 64
5 Benzoic acid, pent-2-yl ester 192 C12H1602 039180-02-4 64
Abundance Scan 1829 (13.838 min): BG038795.D (-1823) (-) m/z 105.00 100.00%
1056.0
77.0
5000 123.0
51.0
13.60 13.80 14.00 14.20
bt el 34091640 Tn/z 76.95  61.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33253: n-Propyl benzoate
106.0
5000 770 123.0 ----(@--- R AR S
510 : 13.60 13.80 14.00 14.20
270 m/z 122.95 42 .68%
bl L 147.0164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10097: Benzene, nitro-
71.0
' 13.60 13.80 14.00 14.20
5000 510 1230 m/z 51.00 28.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77321: Benzoic acid, hept-2-yl ester
105.0 13.60 13.80 14.00 14.20
m/z 49.95 10.57%
5000 77.0 123.0
56.0
i e L1490 20202200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 18 Apocynin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 22.18 ng 480880 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Apocvnin 166 C9H1003 000498-02-2 96
2 Ethanone. 1-(3-hvdroxv-4-methoxv... 166 C9H1003 006100-74-9 90
3 Ethanone. 1-T4-(methvlthio)phenvll- 166 C9H100S 001778-09-2 87
4 Stibine. trimethvl- 166 C3H9Sb 000594-10-5 83
5 Ethanone, 1-(2-hydroxy-4-methoxy... 166 C9H1003 000552-41-0 74

Abundance Scan 1952 (14.560 min): BG038795.D (-1945) (-) m/z 150.85 100.00%

150.8

_>

151.0

5000 165.9
123.0 A REL B s S
30,0 20 650 gog g3 1080 135.9 14.20 14,40 14.60 14.80
...,....,q. LllJ.,.-.. R N AN M- [N m/z 165.95  47.11%
m/z--> 20 80 100 120 140 160
Abundance #35596: Apocynin
151.0
5000 1660 LA L L L L L L LB L
14.20 14.40 14.60 14.80
430 ﬂmojzao m/z 123.00 22.00%
15I.O 29'0 |. II|I 63 0 7ﬂlo 93 0 | | 13|6.0 il
e AL L e B T e e B B S B I o o o
m/z--> 20 40 60 80 100 120 140 160
Abundance #35752: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-

14.20 14.40 14.60 14.80

5000 166.0 m/z 52.00 12.20%
123.0
150 280 30 650 8009301080 | 1350 | |
e NN T i S T Mt .
miz--> 20 40 60 80 100 120 140 160
Abundance #35804: Ethanone, 1-[4-(methylthio)phenyl]-
151.0 14.20 14.40 14.60 14.80
m/z 43.00 11.67%
166.0
5000
" 790 1080 20
26.0 \‘ , 830 . e30 |~ | 1360 | |
R TN T £ R St N TR = .
mz--> 20 40 60 80 100 120 140 160 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 19 Benzoic acid, 4-hydroxy-3-m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.22 24 .43 ng 529640 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-hvdroxv-3-methoxv- 168 C8H804 000121-34-6 97
2 3-Hvdroxv-4-methoxvbenzoic acid 168 C8H804 000645-08-9 94
3 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 76
4 1.2.3-Trimethoxvbenzene 168 C9H1203 000634-36-6 64
5 5-Acetyl-2-methyl-3-thiophenecar... 168 C8H802S 090345-55-4 50

Abundance Scan 2064 (15.218 min): BG038795.D (-2054) (-) m/z 167.90 100.00%

167.9

5000

L

2210 1500 1520 1540 1560
1 m/z 152.90 75.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37238: Benzoic acid, 4-hydroxy-3-methoxy-
168.0

5000 B R
15.00 15.20 15.40 15.60

m/z 96.95 41 _.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37225: 3-Hydroxy-4-methoxybenzoic acid
168.0

15. 00 15.20 15.40 15.60
5000 m/z 124.90 24 .83%
125.0
151.0
51.0
.y??....,....,...?i?...,....,....,... SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37282: 1,2,4-Trimethoxybenzene
158.0 15.00 15.20 15.40 15.60
1250 m/z 51.00 18.80%
5000
51.0 S 93 0
s LT
e m B T R
m/z--> 20 100 120 140 160 180 200 220 15.00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG122118\
Data File : BG038795.D

Aca On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample : J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 20 Ethanol, 2-chloromethoxy-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.49 17.93 ng 497509 Phenanthrene-d10 17.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-chloromethoxv-. benzoate 214 C10H11CIO3 058305-05-8 50
2 lIsonitrosoacetophenone 149 C8H7NO2 000532-54-7 43
3 Methanol. oxo-. benzoate 150 C8H603 1000305-65-2 43
4 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 43
5 n-Propyl benzoate 164 C10H1202 002315-68-6 38
Abundance Scan 2280 (16.487 min): BG038795.D (-2275) (-) m/z 105.00 100.00%
106.0
5000 7.0
45.0
| | 1220 1490 o4, 2209 16.20 16.40 16.60 16.80
SRS B NS NS NS N NSRS N ShM_—— 221 L m/z 77.00 49.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72174: Ethanol, 2-chloromethoxy-, benzoate
106.0
5000 77.0
16.20 16.40 16.60 16.80
51.0 m/z 45.00 30.26%
200 | 1220 1490 1494
m/z--> 20 40 60 éo 100 120 150 160 180 200 220
Abundance #23514: |sonitrosoacetophenone
105.0
77.0 16.20 16.40 16.60 16.80
5000 m/z 44.00 22.11%
51.0
27‘0 \ I I 12f'0\ 14
mz-> % 40 60 80 100 130 140 1% 1% 200 230
Abundance #24373: Methanol, oxo-, benzoate RN EEE e
105.0 16.20 16.40 16.60 16.80
m/z 51.00 18.52%
77.0 122.0
5000
51.0
‘ | 150.0
|||||||||||||||||||||||||||||||||||||||||||||| —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG122118\
Data File : BG038795.D

Acq On : 21 Dec 2018 20:46

Operator : JU/SJ

Sample - J6496-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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-Butanone, 3-met... 3.26 11.3 ng 107543 1 8.06 190245 20.0
2-Furanmethanol 5.30 58.2 ng 554001 1 8.06 190245 20.0
1-Hexene 5.52 11.7 ng 111113 1 8.06 190245 20.0
unknown6 .25 6.25 13.8 ng 130947 1 8.06 190245 20.0
Butanoic acid, 4-... 6.29 20.8 ng 198099 1 8.06 190245 20.0
Pentanoic acid, 4... 6.60 10.9 ng 104140 1 8.06 190245 20.0
2(3H)-Furanone, d... 6.94 21.2 ng 202004 1 8.06 190245 20.0
unknown? .43 7.43 13.6 ng 129115 1 8.06 190245 20.0
unknown? .59 7.59 84.2 ng 800977 1 8.06 190245 20.0
2(3H)-Furanone, 5... 8.61 16.4 ng 156272 1 8.06 190245 20.0
Heptanoic acid 8.78 64.1 ng 609501 1 8.06 190245 20.0
Nonanoic acid 11.77 33.2 ng 459992 2 10.88 277385 20.0
Benzoic acid, 3-m... 11.85 17.6 ng 244060 2 10.88 277385 20.0
Vanillin 13.63 55.5 ng 1202300 3 14.70 433545 20.0
n-Propyl benzoate 13.84 25.1 ng 543052 3 14.70 433545 20.0
Apocynin 14.56 22.2 ng 480880 3 14.70 433545 20.0
Benzoic acid, 4-h... 15.22 24 _4 ng 529640 3 14.70 433545 20.0
Ethanol, 2-chloro... 16.49 17.9 ng 497509 4 17.45 554878 20.0
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