LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 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 F\METHODS\8270-BF061918 .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 2.372 3 6 20 rvB 28206 45687 1.30% 0.151%
2 4.049 284 291 296 rBY 1050484 1420588 40.57% 4.683%
3 4.613 374 387 392 rBV5 21216 68114 1.95% 0.225%
4 5.160 477 480 491 rvVB 155122 164233 4.69% 0.541%
5 5.384 506 518 521 rBV 64885 137354 3.92% 0.453%
6 5.537 539 544 546 rVvVv4 37217 83722 2.39% 0.276%
7 5.584 548 552 563 rVB 498105 595835 17.02% 1.964%
8 5.737 574 578 583 rBV 223920 223498 6.38% 0.737%
9 5.819 583 592 596 rVB2 52726 97372 2.78% 0.321%
10 6.454 665 700 701 rBV2 207822 1122920 32.07% 3.701%

11 6.554 715 717 718 rVB 324494 223731 6.39% 0.737%
12 6.590 718 723 730 rvB3 358813 552448 15.78% 1.821%
13 6.648 730 733 737 rVB 52684 54332 1.55% 0.179%
14 6.713 737 744 747 rBV 940006 949344 27.11% 3.129%
15 6.748 747 750 753 rvB2 178792 177484 5.07% 0.585%

16 6.831 759 764 766 rVB 79325 88873 2.54% 0.293%
17 6.931 778 781 784 rBV 388633 368682 10.53% 1.215%
18 6.995 788 792 796 rBv4 117701 163424 4.67% 0.539%
19 7.090 801 808 811 rvv 896994 926225 26.45% 3.053%
20 7.142 815 817 819 rvv 207637 151370 4._.32% 0.499%

21 7.201 824 827 828 rBV 70004 63129 1.80% 0.208%
22 7.248 828 835 838 rvB3 164713 269130 7.69% 0.887%
23 7.360 849 854 857 rvv 1608852 1830513 52.28% 6.034%
24 7.413 859 863 868 rvB3 45751 63284 1.81% 0.209%
25 7.460 868 871 874 rBv4 57057 87093 2.49% 0.287%

26 7.501 874 878 880 rvv 662336 643743 18.39% 2.122%
27 7.542 880 885 888 rvB3 245546 444686 12.70% 1.466%

28 7.642 899 902 904 rBV2 75683 95956 2.74% 0.316%
29 7.731 904 917 919 rVB 333261 790146 22.57% 2.604%
30 7.754 919 921 923 rVB 66280 49832 1.42% 0.164%

31 7.789 923 927 929 rVB 217223 212494 6.07% 0.700%
32 7.837 929 935 937 rBv3 210094 241052 6.88% 0.795%
33 7.942 949 953 955 rBv2 110188 116455 3.33% 0.384%
34 8.013 960 965 966 rvv4 62987 97553 2.79% 0.322%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 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\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.037 966 969 975 rvv3 134583 268053 7.66% 0.884%

36 8.101 975 980 982 rvv4 33980 52014 1.49% 0.171%
37 8.125 982 984 990 rVB 175596 161501 4.61% 0.532%
38 8.219 995 1000 1002 rBV 479900 406384 11.61% 1.340%
39 8.248 1002 1005 1007 rvv3 46659 64930 1.85% 0.214%
40 8.384 1018 1028 1031 rBV5 95765 237235 6.78% 0.782%

41 8.478 1031 1044 1047 rVvVv 316560 871876 24 .90% 2.874%
42 8.584 1052 1062 1065 rvv2 200528 410763 11.73% 1.354%

43 8.619 1065 1068 1071 rvv4 56896 81112 2.32% 0.267%
44 8.689 1076 1080 1082 rVvVv3 92302 101694 2.90% 0.335%
45 8.713 1082 1084 1088 rVB 70169 68316 1.95% 0.225%
46 8.860 1090 1109 1114 rBV2 943710 3501234 100.00% 11.541%
47 8.895 1114 1115 1118 rVVv2 58091 57381 1.64% 0.189%
48 8.925 1118 1120 1123 rVV2 142656 148592 4.24% 0.490%
49 8.954 1123 1125 1127 rVV 49220 43114 1.23% 0.142%

50 8.984 1127 1130 1132 rVV 108406 115093 3.29% 0.379%

51 9.013 1132 1135 1136 rVV 139635 126712 3.62% 0.418%

52 9.031 1136 1138 1143 rVB2 93507 99802 2.85% 0.329%
53 9.078 1143 1146 1149 rBV 51627 47781 1.36% 0.157%
54 9.166 1157 1161 1162 rBV3 33140 42168 1.20% 0.139%
55 9.184 1162 1164 1168 rVB3 53643 45141 1.29% 0.149%

56 9.295 1179 1183 1186 rBV 1218263 1078147 30.79% 3.554%
57 9.354 1191 1193 1197 rVV 83559 73628 2.10% 0.243%
58 9.419 1197 1204 1206 rVvVv 815842 757085 21.62% 2.495%
59 9.436 1206 1207 1210 rVvV2 147910 116514 3.33% 0.384%
60 9.554 1223 1227 1231 rBV2 97396 116786 3.34% 0.385%

61 9.589 1231 1233 1236 rVV 40025 41598 1.19% 0.137%
62 9.636 1238 1241 1242 rVV2 37120 41971 1.20% 0.138%
63 9.689 1245 1250 1254 rVvVv 338124 353137 10.09% 1.164%
64 9.742 1256 1259 1263 rVVv2 55749 66433 1.90% 0.219%
65 9.807 1266 1270 1272 rVV2 75159 107359 3.07% 0.354%
66 9.883 1279 1283 1286 rBV2 69182 75062 2.14% 0.247%
67 9.960 1293 1296 1297 rBV 54033 44809 1.28% 0.148%

68 9.983 1297 1300 1302 rVV 470739 442892 12.65% 1.460%
69 10.025 1302 1307 1310 rVB 649386 972310 27.77% 3.205%
70 10.136 1322 1326 1331 rBV5 50212 98714 2.82% 0.325%
71 10.213 1336 1339 1343 rVB3 61333 60189 1.72% 0.198%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 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\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.419 1366 1374 1377 rBv2 403537 579338 16.55% 1.910%
73 10.554 1393 1397 1399 rBV 81893 87906 2.51% 0.290%
74 10.613 1403 1407 1412 rVB 179171 171358 4 .89% 0.565%
75 10.783 1433 1436 1440 rBV 549148 540157 15.43% 1.780%

76 10.836 1442 1445 1447 rVV2 59000 65098 1.86% 0.215%
77 10.860 1447 1449 1454 rVV3 81193 107981 3.08% 0.356%
78 11.019 1473 1476 1478 rBV2 44620 46674 1.33% 0.154%

79 11.101 1485 1490 1493 rBV5 72322 107103 3.06% 0.353%
80 11.148 1495 1498 1503 rVB3 141707 180407 5.15% 0.595%

81 11.313 1523 1526 1528 rVB2 57634 45884 1.31% 0.151%
82 11.401 1538 1541 1543 rVB 48449 42832 1.22% 0.141%
83 11.483 1552 1555 1561 rVvVv 494671 439291 12.55% 1.448%
84 11.683 1587 1589 1591 rVV3 46094 41619 1.19% 0.137%

85 11.725 1591 1596 1598 rVVv4 110441 176055 5.03% 0.580%

86 11.748 1598 1600 1602 rVvV 120010 111385 3.18% 0.367%

87 11.842 1613 1616 1618 rBV 94494 78083 2.23% 0.257%
88 11.872 1618 1621 1625 rVV3 44230 62873 1.80% 0.207%
89 11.907 1625 1627 1632 rVB2 64659 68258 1.95% 0.225%
90 12.036 1641 1649 1656 rBV 560316 972393 27.77% 3.205%
91 12.095 1656 1659 1662 rVB 64580 69576 1.99% 0.229%
92 12.260 1685 1687 1692 rVB2 130423 119884 3.42% 0.395%
93 12.483 1722 1725 1728 rVB 77107 57987 1.66% 0.191%
94 13.001 1810 1813 1815 rBV 63245 55435 1.58% 0.183%

95 13.071 1821 1825 1828 rBV 1001558 976694 27 .90% 3.219%

96 13.942 1971 1973 1982 rVB3 125578 144174 4.12% 0.475%
97 14.142 2004 2007 2011 rVB 438578 400989 11.45% 1.322%
98 14.566 2077 2079 2084 rVB3 69822 76467 2.18% 0.252%
99 14.960 2143 2146 2151 rVB 214825 238787 6.82% 0.787%
100 15.683 2265 2269 2275 rVB 202772 255708 7.30% 0.843%

Sum of corrected areas: 30338228
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107316.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexanol Concentration Rank 16

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

5.74 12.12 ng 223498 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol 100 C6H120 000108-93-0 95
2 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 87
3 2-Hexen-1-ol. (E)- 100 C6H120 000928-95-0 72
4 Cvclopentanol. 2-methvl- 100 C6H120 024070-77-7 47
5 Nitrous acid, cyclohexyl ester 129 C6H11NO2 005156-40-1 45

Abundance Scan 579 (5.743 min): BF107316.D (-574) (-) m/z 56.95 100.00%
57.0
5000 82.1
44.0 67.1
5.40 5.60 5.80 6.00
o..,..”,..”,..HHML”,uHH,...wh..wnu.w..9ﬂ¥..w m/z 82.10 43.77%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3788: Cyclohexanol
57.0
5000 82.0 A
5.40 5.60 5.80 6.00
200 44.0 67.0 m/z 67.10 25.50%
Ok I .1.5.0. e .‘.‘.l‘. — .‘i‘l‘.‘. 'I .‘M. l e .‘. I‘l — |"" T Illolo'lol "|
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
57.0
540 560 580 600
5000 41.0 m/z 44.00 22.96%
67.0 82.0
29.0
15.0 49.0 100.0
e S UL I I IS IR SULIL S SULLLS IR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3810: 2-Hexen-1-ol, (E)- S ARanEenasos s
57.0 5.40 5.60 5.80 6.00
m/z 41.00 20.51%
5000 41.0
27.0 67.0 82.0
0 ..,..%g?...LMM...Ml‘yﬂgﬁ‘”ll,...k\l...,.... |"}P?P"'| AN SRS LR AR
m/z--> 10 20 30 40 50 60 70 8 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentanoic acid, 2-methyl- Concentration Rank 4

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

6.45 60.92 ng 1122920 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 86
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 72
3 Pentanoic acid. 2-methvl-. butvl._._. 172 C10H2002 006297-41-2 56
4 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 56
5 3-(Dioxolan-2-yl)-1,1-dimethyl-2_._._. 251 C14H21NO3 1000305-98-1 38

Abundance Scan 699 (6.448 min): BF107316.D (-665) (-) m/z 74.00 100.00%
74.0
5000 43.0
87.1
5|f 0 | 105.1 1591 6.20 6.40 6.60 6.80
0...,....,....,...n,h...;J...{...w....,...., m/z 43.00 43.82%
m/z--> 20 40 80 100 120 140 160
Abundance #8128. Pentanoic acid, 2-methyl-
74.0
5000 43.0
6.20 6.40 6.60 6.80
87.0 m/z 41.00 24 . 74%
27.0
'"|""|""|'"'|""|""|""|""|""|
m/z--> 20 80 100 120 140 160
Abundance
74.0
6.20 6.40 6.60 6.80
5000 m/z 87.10 18.02%
270 430 87.0
60.0 :
o 101.0115.0 130.0
miz--> 20 40 60 80 100 120 140 160
Abundance #39604: Pentanoic acid, 2-methyl-, butyl ester
74.0 6.20 6.40 6.60 6.80
m/z 73.00 17.84%
43.0
5000
87.0
o “\ 57.0 |, | 1010 117.0  144.0157.0 172.0
m/z--> 20 40 60 80 100 12'0 140 160 ' 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 5

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

6.71 51.50 ng 949344 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 3H-1,2-Dithiol-3-one, 4-methyl- 132 C4H40S2 003620-10-8 9

Abundance Scan 743 (6.707 min): BF107316.D (-737) (-) m/z 132.10 100.00%
13%.1
5000 68.1

6.40 6.60 6.80 7.00

01 m/z 68.10 42 _.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0
5000 L L
70.0 6.40 6.60 6.80 7.00
0
310 520 m/z 134.00 31.49%
86.0 116.0
o.w.”.“.nﬂn.w.t.ﬂ.”}”.w.”w“.”“.u,”.w.n.“.”,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R R REEREREEEE ey
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.35%

150 280 39.0 520 830 770 900 1040 .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 6.40 6.60 6.80 7.00

m/z 69.05 17.40%

5000

63.0 81.0

310 50.0 ‘ | ‘ 101.0112.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.75 Concentration Rank 20

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

6.75 9.63 ng 177484 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 46
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 46
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Mesitvlene 120 C9H12 000108-67-8 42
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 38

Abundance Scan 750 (6.748 min): BF107316.D (-747) (- m/z 60.00 100.00%
60.0 105.1
5000 73.0
43.0 120.1
||‘| ||| 87|'° | 6.40 6.60 6.80 7.00
o} S 1 N R I S BN [ 1 | m/z 105.10 98.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0

6.40 6.60 6.80 7.00
m/z 73.00 46.56%

14.0 20 39"0 510 650 77"‘0 91.0 |
"I'*"I""I""I""'i*""I"""I'"ll""l""l"”'l"""I""'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 120.10 39.97%
150 270 390 510 650 7.0 910
G R A LA RS LS IR MRS IS AR LR BRARS LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8071: Hexanoic acid
60.0 6.40 6.60 6.80 7.00
m/z 43.00 31.82%
5000 73.0
41.0
27.0 87.0
0"I:'I-'S.'ql"""l""‘l"""I"‘H' ‘I‘I‘Igglolll T T T T T T I T[T T[T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexanoic acid, 4-methyl- Concentration Rank 14

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

7.25 14.60 ng 269130 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 4-methvl- 130 C7H1402 001561-11-1 74
2 4-Methvl-3-heptanol. pentafluoro... 276 C11H17F502 1000365-51-7 27
3 Butane. l1-bromo-2-methvl-. (S)- 150 C5H11Br 000534-00-9 22
4 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 16
5 Oxirane, 3-hydroxypropyl- 102 C5H1002 021915-56-0 14

Abundance Scan 835 (7.248 min): BF107316.D (-828) (-) m/z 71.05 100.00%
550 71.0
5000
101.1
3 119.1 7.00 7.20 7.40 7.60
o} m/z 55.00 82.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13432: Hexanoic acid, 4-methyl-
71.0
5000 U UL UL IR
7.00 7.20 7.40 7.60
101.0 m/z 73.00 67 .15%
0"'I”"I'”'I'muIl'““"l'ﬁ"'l”"I"”I"'W""P
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0 71.0
7.00 7.20 7.40 7.60
5000 m/z 41.05 62.64%
119.0
o 26.0 97.0 147.0163.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24087: Butane, 1-bromo-2-methyl-, (S)- Il R RS S
41.0 71.0 7.00 7.20 7.40 7.60
m/z 43.00 44 _38%
5000
0 ‘ A 93.0 12\?'0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 p-Cresol Concentration Rank 2

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

7.36 99.30 ng 1830510 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cresol 108 C7H80 000106-44-5 97
2 Phenol. 3-methvl- 108 C7H80 000108-39-4 93
3 Phenol. 2-methvl- 108 C7H80 000095-48-7 90
4 dl-Ervthro-1-phenvl-1.2-propanediol 152 C9H1202 001075-04-3 53
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 53

Abundance Scan 854 (7.360 min): BF107316.D (-849) (-) m/z 107.05 100.00%
107.1
5000
77.0
30.0 510 g3 | 90.1 700 7.20 7.40 7.60
o et e e e e e et ety | MZZz 108.05  81.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5365: p-Cresol
107.0
5000 U N I R
7.00 7.20 7.40 7.60
77.0 m/z 77.05 27 .89%
270 390 £80 ggo || %00 ‘
o7
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
108.0
700 7.20 7.40 7.60
5000 m/z 79.05 20.43%
79.0
5o 270 39.0 510 439 90.0
G S I U S UL UL UL IS WA BAR
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5379: Phenol, 2-methyl-
108.0 7.00 7.20 7.40 7.60
m/z 50.95 10.74%
5000 79.0
390 510 90.0
27.0 ‘ 63.0 ‘
0"|}ﬁq|"&|"wh"'ﬂlh'w*b'w'*'w”"“h"w"'“"'w UL LR LA LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.73 38.89 ng 790146 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 33

Abundance Scan 917 (7.731 min): BF107316.D (-904) (-) m/z 73.00 100.00%
73.0
5000 410
101.1
7.40 7.60 7.80 8.00
! .‘.,|.|l.13.4'.1,....,....,....,.... m/z 88.05 83.25%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
00 a0 7.40 7.60 7.80 800
101.0 m/z 57.10 38.21%
0
m/z--> 50 100 150 200 250 300 350
Abundance
88.0
7.40 7.60 7.80 8.00
5000 m/z 41.00 36.90%
41.0
0 158.0
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R B e
43.0 880 7.40 7.60 7.80 8.00

m/z 55.00 27 .36%

5000

ol \ .

‘ il \‘115 0142.0 173.0 214.0242.0272.0 313.0 355.0

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 Butanoic acid, 2-methyl- Concentration Rank 19

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

7.79 10.46 ng 212494 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 72
2 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 72
3 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 64
4 2-Methvlheptanoic acid 144 C8H1602 001188-02-9 56
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56

Abundance Scan 927 (7.789 min): BF107316.D (-923) (-) m/z 74.00 100.00%
74.0
5000
41.0 87.0
|'| 5?10 | 101.1 1150 1201 7.40 7.60 7.80 8.00 8.20
1 e m/z 87.05 28.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4278: Butanoic acid, 2-methyl-
74.0
29.0 57.0
41.0 A W

5000
740 7.60 7.80 8.00 8.20
87.0 m/z 41.00 19.59%
o180 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
74.0
AR ma s R
740 7.60 7.80 8.00 8.20
5000 m/z 43.00 14.72%
43.0 87.0
29.0 55.0
ol 15.0 101.0 115.0 130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30203: Octanoic acid, 2-methyl- i T
74.0 7.40 7.60 7.80 8.00 8.20
m/z 55.00 14.17%
5000
41.0 87.0
55.0
290 101.0
0 H\ L ‘ 115012901430 158.0
SN A 1 e WP NN S N S el s A A ma e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 780 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown7.84 Concentration Rank 17

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

7.84 11.86 ng 241052 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 47
2 Valeric acid. 4-pentadecvl ester 312 C20H4002 1000281-99-4 35
3 Pentanoic acid. 4-methvl- 116 C6H1202 000646-07-1 27
4 2-Pentoxv-tetrahvdropvran 172 C10H2002 032767-70-7 27
5 Oxalic acid, hexyl isohexyl ester 258 C14H2604 1000309-33-0 27

Abundance Scan 936 (7.842 min): BF107316.D (-929) (-) m/z 57.05 100.00%
51.0
83.1
5000
39l0 103.1 UL L R R
I I| | | 125153, 7.60 7.80 8.00 8.20
Ol sl m/z 83.10 55.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113723: Sulfurous acid, decyl 2-propy! ester
43.0
5000 85.0 R SN A AR A
7.60 7.80 8.00 8.20
m/z 41.05 43.01%
o ! “\ ‘\64% . 1110 1410 4750 2050
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
85.0
57.0 760 7.80 800 820
m/z 43.00 37 .86Y%
5000 20.0 0
o 103.0 125.0 157 0 1820 210.0
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250
Abundance #8131: Pentanoic acid, 4-methyl-  BREmEEEs
57.0 7.60 7.80 8.00 8.20
m/z 55.00 30.53%
27.0
5000
83.0
0 -2
T = L s e s o T R o B e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 15

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

8.04 13.19 ng 268053 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 53
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 38
5 Rhamnose 164 C6H1205 003615-41-6 32

Abundance Scan 970 (8.042 min): BF107316.D (-966) (-) m/z 41.00 100.00%
41.0 55,0
73.0
5000 87.0
101.1 R RS L I e
|‘ il ‘| || | || 124.1 7.80 8.00 8.0 8.40
Obrrrerrrrrerprre bl b Ll L Tm/z 55.00  85.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13417: Heptanoic acid
60.0
5000 73.0 U R R L I
430 7.80 8.00 8.20 8.40
200 | 87.0 m/z 60.00 81.88%
ol 180 |/ ‘H‘ ] 1999930 1300
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
730 7R 6b0 50 sa0
5000 43.0 m/z 56.05 74.64%
29.0 85.0 101.0
oL 180 1150 1590 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8071: Hexanoic acid N RS REEEs B
60.0 7.80 8.00 8.20 8.40
m/z 73.00 65.23%
5000 73.0
41.0
27.0 ‘ 87.0
0"&§9P”HP”jJi'PMM'””'”W'”W'?%Q”W'”W”'W”'W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 unknown8.38 Concentration Rank 18

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

8.38 11.68 ng 237235 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.2-dimethvl- 88 C5H120 000075-84-3 35
2 Formic acid. neopentvl ester 116 C6H1202 1000367-90-3 27
3 Cvclohexanol. 4-(1.1-dimethvleth... 198 C12H2202 010411-92-4 25
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 25
5 Propanoic acid, 2,2-dimethyl-, c... 184 C11H2002 029878-49-7 22

Abundance Scan 1027 (8.378 min): BF107316.D (-1018) (-) m/z 57.05 100.00%
57.0
43.0
5000 73.0 101.1
121.1133.1 8.00 820 8.40 8.60 8.80
o} m/z 55.00 69.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2127: 1-Propanol, 2,2-dimethyl-
57.0
5000 R A L
290 410 800 820 840 860 880
73.0 m/z 43.00 61.02%
15.0 \‘\ LLLy ‘ ‘ 88.0
G A R RS A RAA A SRR AR KA AL S RS AARSI SARRE L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
8.00 8.0 840 8.60 8.80
5000 m/z 41.00 56.44%
41.0 73.0
29.0 101.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #59634: Cyclohexanol, 4-(1,1-dimethylethyl)-, acetate, cis- R RN
57.0 8.00 8.20 840 860 8.80
m/z 60.00 44 _84%
5000 82.0
43.0
123.0
0 29.0 \‘ \M‘ 9.0 “ 950 110.0 138.0
m/z--> 10 20 30 40 50 60 7'0 80 90 1(')0 110 120 130 14'10 ' 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Butanoic acid, 4-butoxy- Concentration Rank 8

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

8.48 42_.91 ng 871876 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-butoxv- 160 C8H1603 055724-73-7 80
2 Pentanoic acid 1-methvlpropvl ester 158 C9H1802 023361-74-2 38
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 38
4 Butanoic acid. 2-methvl-. 1-meth... 158 C9H1802 000869-08-9 38
5 Carbonic acid, isobutyl isohexyl... 202 C11H2203 1000314-60-3 27

Abundance Scan 1044 (8.478 min): BF107316.D (-1031) (-) m/z 57.05 100.00%
57.0 817.0
41.0
5000
103.1 A A A b b s
73.0 8.20 8.40 8.60 8.80
114.1 .
o..,....,....,....i.!..,..'I!!....l:-.':..,..!!,....,-....,.:..,...1.?.2..1.,....,. m/z 87.05 98.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #31230: Butanoic acid, 4-butoxy-
57.0 87.0
5000 450
8.20 8.40 8.60 8.80
103.0 m/z 85.00 78.94%
73.0
Obrprrrrprrrrprrre bbbt el 20,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
85.0
—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—r
57.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 62.10%
103.0
41.0
29.0 73.0
o 116.0 129.0 1439
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4467: 3,3-Dimethylbutane-2-ol A B R B
450 51.0 8.20 8.40 8.60 8.80
m/z 45.00 58.86%
5000
29.0 69.0  87.0
15'0 “‘ ‘ i 1y ‘ 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.58 Concentration Rank 12

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

8.58 20.22 ng 410763 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 35
2 di-n-Propvimalonic acid 188 C9H1604 001636-27-7 25
3 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 10
4 Butane. 2-methoxy-2-methvl- 102 C6H140 000994-05-8 9
5 _alpha.-D-Xylofuranoside, methyl... 178 C7H1405 035007-57-9 9

Abundance Scan 1061 (8.578 min): BF107316.D (-1052) (-) m/z 73.00 100.00%
73.0
5000 102.1
55.0
41.0 91.0
1151 1361
| | I‘ | N | | 8.20 8.40 860 880 9.00
0..,....,....,....,!.'..,-.'..-' SRR S P G S A m/z 102.10 45.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20841: Valproic Acid
73.0
5000 102.0 T "|""A""' T
820 840 8.60 8.80 9.00
410 550 m/z 107.10 43.72%
O”P'”P'”P'”P'”P”'P”'P”'P”'P”W'”W'”W”'W”'W“”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73.0
102.0 8.20 8.40 860 880 9.00
5000 41.0 m/z 55.05 38.33%
57.0
27.0
115.0
ol 160 87.0 1260 1460
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4463: 3-Pentanol, 3-methyl- L B B B
73.0 8.20 8.40 860 8.80 9.00
m/z 41.00 32.35%
5000 55.0
43.0
29.0 ‘ ‘ 87.0
O'W””I”LM'”P“'H“h'”ﬁ”'ﬁﬁMl”jﬂ§9'”'P”W'”W“'W” RS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Valproic Acid Concentration Rank 1

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

8.86 172.31 ng 3501230 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 53
2 di-n-Propvimalonic acid 188 C9H1604 001636-27-7 53
3 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 10
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 10

Abundance Scan 1109 (8.860 min): BF107316.D (-1090) (-) m/z 73.00 100.00%
73.0
5000 102.1
41.0 55.0 87.0
1151 130-1143.11571 1721 8.60 8.80 9.00 9.20
o : . m/z 102.05 48.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20841: Valproic Acid
73.0
5000 102.0 B AR AR AR R
8.60 8.80 9.00 9.20
41.0 550 m/z 41.05 21.38%
0'"I""I""I""I'"'I""I""I""I""I
m/z--> 20 40 80 100 120 140 160
Abundance
73.0
102.0 " 860 8.80 9.00 9.0
5000 41.0 m/z 55.00 20.77%
57.0
27.0 115.0
0 87.0 128.0 146.0
miz--> 20 40 60 80 100 120 140 160
Abundance #20866: Hexanoic acid, 2-ethyl- e
73.0 88.0 8.60 8.80 9.00 9.20
41.0 m/z 43.05 19.09%
57.0
5000 27.0
101.0 116.0
ok |.‘l. |....|....|...|....|].-2.9'.0.::-4.5..0..|....| R L s M
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1H-Indole, 3-methyl- Concentration Rank 10

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

9.42 34.19 ng 757085 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 3-methvl- 131 C9HON 000083-34-1 95
2 1H-Indole. 6-methvl- 131 C9HON 003420-02-8 94
3 1H-Indole. 4-methvl- 131 C9HON 016096-32-5 91
4 1H-Indole. 2-methvl- 131 C9HON 000095-20-5 91
5 1H-Indole, 5-methyl- 131 C9HON 000614-96-0 91

Abundance Scan 1204 (9.419 min): BF107316.D (-1197) (-) m/z 130.10 100.00%
130.1
5000

9.00 9.20 9.40 9.60 9.80

77.0
103.1
390 510 650 |1 ggg 114.1

Obrrrrrrr sl ettt el et e e b || mM/z 131.10  61.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13978: 1H-Indole, 3-methyl-
130.0
5000 | BANLILEL LN L L L L L B
9.00 9.20 9.40 9.60 9.80
77.0 103.0 m/z 77.00 13.97%
27.0 39.0 510 650 | g9o "TTyi59 |
T T T e T e ey
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
130.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 103.05 9.70%
77.0 103.0
ol 280390 510 65.0 89.0 115.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13967: 1H-Indole, 4-methyl-
130.0 9.00 9.20 9.40 9.60 9.80
m/z 51.00 6.58%
5000

77.0 103.0 \
28.0 39.0 510 650 80.0 " 1150

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2,6-Dimethylphenyl i1socyanate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.42 26.16 ng 579338 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethviphenvl isocvanate 147 C9HONO 028556-81-2 90
2 1H-Indole-1-carboxaldehvde. 2.3-... 147 C9H9NO 002861-59-8 70
3 2-Indolinone. 1-methvl- 147 C9HONO 000061-70-1 68
4 (2-Benzimidazolvlmethvlamine 147 C8HON3 005805-57-2 52
5 7-Benzofuranamine, 2-methyl- 147 C9HONO 1000327-46-4 49

Abundance Scan 1374 (10.419 min): BF107316.D (-1366) (-) m/z 147.10 100.00%
118.1 147.1
5000
10.20 10.40 10.60 10.80
o | 1611 | m/z 118.05 89.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22571: 2,6-Dimethylphenyl isocyanate
147.0
118.0
5000 132.0
39.0 91.0 10.20 10.40 10.60 10.80
0
3.0 770 105.0 m/z 119.10 67 .58%
ob— |2.6"£0. -“i‘- .‘M‘.‘,“l“. IMI‘\‘I .“l‘. I“H —_—t ﬁ g .H ———y
m/z--> 20 40 60 80 100 120 140 160
Abundance
118.0
147.0 "~ 10.20 10,40 10.60 10.80
5000 m/z 92.05 28.30%
91.0
39.0 65.0
o 52.0 78.0 104.0 131.0
miz--> 20 40 6 80 100 120 140 160
Abundance #22542: 2-Indolinone, 1-methyl-
118.0 147.0 10.20 10.40 10.60 10.80
m/z 91.05 23.67%
5000
510 5.0 780 %1% 1000 | 1320
U '?gP'Nl”“J"MI'J"Ir"ﬂl""l""l""l RN SRR BN AN BN
m/z--> 20 40 60 80 100 120 140 160 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.04 44 _27 ng 972393 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 1650 (12.042 min): BF107316.D (-1641) (-) m/z 73.00 100.00%
430 30
5000 129.1
213.2

256.3 11.80 12.00 12.20 12.40
m/z 60.00 82.29%

157.1 185.2

Iy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN

ay

o
(o]
o
o

5000 129.0 1150 12,00 1220 1240
83.0
‘ h‘

1570 1gso 2130 2560 | M/Z 43.05  80.41%

Oty
m/z--> 2I0 4IO 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 ll.l80 12.IOO 12.I20 12.I40
5000 129.0 m/z 57.05 74.16%
171.0
o iy W
152.0
A R L R LA LRSS LSS RN SRR SERS RARRN RAARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid RS mEEE L
73.0 11.80 12.00 12.20 12.40
43.0 m/z 55.00 63.25%
5000 129.0 MML
185.0 228.0
97.0
Il MM T 1680
Oty " “" AR A e e RRLA SN BN SUMLAA B
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107316.D

Aca On 11 Jul 2018 22:26

Operator : JU/SJ

Sample : J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.96 18.68 ng 238787 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 72
Abundance Scan 2146 (14.960 min): BF107316.D (-2143) (-) m/z 69.10 100.00%
69.1
5000 J_—\
LA BN U I
07.1137.2 14.60 14.80 15.00 15.20
oL, ?9.|° b B 1772 22412542 30013321 36724003 | psy g1 05 51.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L UL SR BN SO B
14,60 14.80 15.00 15.20
m/z 41.00 19.35%
o e ﬂroﬂ 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20
5000 m/z 95.10 11.94%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0 ,wfwvwvwﬂwh~vx~ﬂ«AMrRAMJKVWM,VA
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R BE T
69.0 14.60 14.80 15.00 15.20
m/z 68.05 11.30%
5000
136.0
29.0
oLl 11y 10% PH X 189-9219.0250.0 267.0 3320
m/z--> 50 100 150 200 250 360 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071118\
Data File : BF107316.D

Acq On 11 Jul 2018 22:26

Operator : JU/SJ

Sample - J3911-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
Cyclohexanol 5.74 12.1 ng 223498 1 6.93 368682 20.0
Pentanoic acid, 2... 6.45 60.9 ng 1122920 1 6.93 368682 20.0
unknown6.71 6.71 51.5 ng 949344 1 6.93 368682 20.0
unknown6.75 6.75 9.6 ng 177484 1 6.93 368682 20.0
Hexanoic acid, 4-... 7.25 14.6 ng 269130 1 6.93 368682 20.0
p-Cresol 7.36 99.3 ng 1830510 1 6.93 368682 20.0
Hexanoic acid, 2-... 7.73 38.9 ng 790146 2 8.22 406384 20.0
Butanoic acid, 2-... 7.79 10.5 ng 212494 2 8.22 406384 20.0
unknown? .84 7.84 11.9 ng 241052 2 8.22 406384 20.0
Heptanoic acid 8.04 13.2 ng 268053 2 8.22 406384 20.0
unknown8.38 8.38 11.7 ng 237235 2 8.22 406384 20.0
Butanoic acid, 4-... 8.48 42.9 ng 871876 2 8.22 406384 20.0
unknown8 .58 8.58 20.2 ng 410763 2 8.22 406384 20.0
Valproic Acid 8.86 172.3 ng 3501230 2 8.22 406384 20.0
1H-Indole, 3-methyl- 9.42 34.2 ng 757085 3 9.98 442892 20.0
2,6-Dimethylpheny... 10.42 26.2 ng 579338 3 9.98 442892 20.0
n-Hexadecanoic acid 12.04 44_.3 ng 972393 4 11.48 439291 20.0
Squalene 14.96 18.7 ng 238787 6 15.68 255708 20.0

8270-BF061918_.M Thu Jul 12 15:36:35 2018 Page: 23



