LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 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-BF121418 .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 3.822 289 295 299 rBV2 33488 57699 1.17% 0.119%
2 4.404 376 394 396 rBV2 47556 147527 2.99% 0.305%
3 4.510 409 412 416 rBV 54695 71088 1.44% 0.147%
4 4.734 448 450 452 rVB 241483 171021 3.47% 0.353%
5 4.993 490 494 504 rvB 181156 246474 5.00% 0.509%
6 5.198 507 529 531 rBVY2 110964 384622 7.81% 0.795%
7 5.269 534 541 542 rVV2 52061 89130 1.81% 0.184%
8 5.298 543 546 551 rVB 71761 85508 1.74% 0.177%
9 5.422 563 567 576 rVB 2302563 2034078 41.28% 4.202%
10 5.569 581 592 593 rBV3 49500 112752 2.29% 0.233%

11 5.616 593 600 607 rvB2 196048 303814 6.17% 0.628%
12 5.957 651 658 666 rBvV 246391 299038 6.07% 0.618%
13 6.110 675 684 685 rBvV3 50690 104614 2.12% 0.216%

14 6.145 688 690 692 rvv 74237 55778 1.13% 0.115%
15 6.193 692 698 702 rvB2 43934 60838 1.23% 0.126%
16 6.363 720 727 729 rBV 64322 77757 1.58% 0.161%

17 6.440 734 740 744 rVV 1394130 1601246 32.49% 3.308%
18 6.493 744 749 751 rVB 194923 300874 6.11% 0.622%
19 6.563 757 761 767 rBV 3736371 3959525 80.35% 8.180%
20 6.610 767 769 777 rVB 231093 208698 4.24% 0.431%

21 6.787 795 799 804 rBV 1112757 939344 19.06% 1.941%
22 6.857 807 811 814 rVV 1344704 1116152 22.65% 2.306%
23 6.898 816 818 822 rvB2 129310 129632 2.63% 0.268%
24 6.945 822 826 829 rBV 3619231 3166232 64.25% 6.541%
25 7.204 862 870 875 rvv3 82959 130035 2.64% 0.269%

26 7.351 889 895 898 rBV 2499875 2444297 49.60% 5.050%
27 7.592 908 936 938 rBV 1175082 4927861 100.00% 10.181%
28 7.628 938 942 944 rVB 181770 149295 3.03% 0.308%
29 7.851 974 980 981 rBV 293865 365242 7.41% 0.755%
30 7.898 981 988 991 rVB 515257 1089209 22.10% 2.250%

31 7.981 998 1002 1009 rVvB 147146 140981 2.86% 0.291%
32 8.069 1009 1017 1020 rBV 1473600 1358022 27.56% 2.806%
33 8.128 1021 1027 1028 rvv2 310515 392928 7.97% 0.812%
34 8.145 1028 1030 1037 rvB2 213352 247827 5.03% 0.512%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 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 F\METHODS\8270-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.281 1049 1053 1055 rBv2 101926 128794 2.61% 0.266%

36 8.387 1067 1071 1072 rBV 78249 89489 1.82% 0.185%
37 8.416 1072 1076 1080 rVB 222118 273275 5.55% 0.565%
38 8.628 1101 1112 1114 rBV 597878 907083 18.41% 1.874%
39 8.698 1120 1124 1131 rVB5 33225 61095 1.24% 0.126%
40 8.828 1141 1146 1150 rBV 108164 112760 2.29% 0.233%

41 8.869 1150 1153 1158 rVB 72884 79615 1.62% 0.164%
42 9.051 1181 1184 1188 rBV 138989 130230 2.64% 0.269%
43 9.145 1195 1200 1204 rBV 4312317 4401260 89.31% 9.093%
44 9.298 1222 1226 1231 rBV2 65600 75500 1.53% 0.156%
45 9.539 1264 1267 1269 rBV 84396 70702 1.43% 0.146%

46 9.822 1311 1315 1319 rBV 1244749 1100550 22.33% 2.274%
47 10.616 1445 1450 1453 rBV 3615842 3348402 67.95% 6.918%
48 11.304 1564 1567 1571 rBV 1564359 1480543 30.04% 3.059%
49 11.839 1655 1658 1662 rBVY 460539 424910 8.62% 0.878%
50 12.627 1788 1792 1802 rVB 213415 254764 5.17% 0.526%

51 12.898 1833 1838 1841 rBV 4804191 4807576 97 .56% 9.932%
52 13.792 1987 1990 1998 rVB2 258337 296081 6.01% 0.612%
53 13.945 2012 2016 2023 rBV 1056831 1052664 21.36% 2.175%
54 14.116 2042 2045 2051 rVB 116480 97378 1.98% 0.201%
55 14.421 2094 2097 2100 rVB 171444 150971 3.06% 0.312%

56 14.721 2144 2148 2150 rBV 192439 184548 3.74% 0.381%
57 14.751 2150 2153 2158 rVB 138269 135347 2.75% 0.280%
58 15.045 2200 2203 2207 rBV 198646 209858 4._.26% 0.434%
59 15.380 2255 2260 2264 rBV 834816 1042521 21.16% 2.154%
60 15.415 2264 2266 2273 rVB 203498 223329 4_.53% 0.461%

61 15.839 2334 2338 2342 rVB 125025 178696 3.63% 0.369%
62 16.321 2417 2420 2428 rVB2 77068 116216 2.36% 0.240%

Sum of corrected areas: 48403295
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\

BF111548.D

17 Dec 2018 19:31

JussJ

J6438-17

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown4.73 Concentration Rank 20

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

4.73 3.64 ng 171021 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 37
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 9
3 Formic acid hvdrazide 60 CH4N20 000624-84-0 5
4 Thiocvanic acid. methyl ester 73 C2H3NS 000556-64-9 5
5 1-Butanamine 73 C4H11N 000109-73-9 5

Abundance Scan 449 (4.728 min): BF111548.D (-448) (-) m/z 41.10 100.00%

a1 60
5000
73

IH 51 86 44)4m¢w05m
S 8 S 8 O O S AN — m/z 60.00 93.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #277: Hydrazine, 1,1-dimethyl-
60
42
|-

5000 e
4.40 4.60 4.80 5.00

m/z 43.10 44 _64%

2|| H ||||‘ inin
UL B e B B e
m/z--> 40 50 60 70 80 90 100 110 120
Abundance #8133: Pentanoic acid, 3-methyl-
60

440 4.60 4.80 5.00
5000 m/z 55.00 37.95%

41 g7
‘M\M7 53\‘ | 67.73 81 | 94101 115
I 1 L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ Q 1

Abundance #302: Formic acid hydrazide
60 4.40 4.60 4.80 5.00
m/z 73.00 30.10%

5000 43 j
L B o e B e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.99 5.25 ng 246474 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 494 (4.993 min): BF111548.D (-490) (-) m/z 43.00 100.00%
43
5000 o9
51 | 83 1c|)1 460 4.80 5.00 520 5.40
R TS m/z 59.10 51.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
460 4.80 5.00 520 5.40
59 m/z 101.10 16.11%
21 37| 53,|| 67 77 83 o1 ,101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
460 480 500 520 540
5000 m/z 58.05 13.41%
101
15 o5 3137, 51 %8 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 460 4.80 5.00 520 5.40
m/z 41.05 8.19%
5000 41
31
‘ 69 87
---|-:!-5--|---‘l|----‘il‘--w?‘:ﬂl‘-‘----‘i----|----|---9-8|----|- L L L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Butanoic acid, 3-methyl- Concentration Rank 6

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

5.20 8.19 ng 384622 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 78
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 56
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 39
5 Formic acid hydrazide 60 CH4N20 000624-84-0 9

Abundance Scan 529 (5.198 min): BF111548.D (-507) (-) m/z 60.00 100.00%
60
5000 43
87 80 5.00 520 540 5.60
3l 53 69 280 500 520 58 5
S L T L s m/z 43.10 49 _.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4275: Butanoic acid, 3-methyl-
60
5000
43 480 5.00 520 5.40 5.60
87 m/z 41.10 39.59Y%
15 3 all| ss ) e I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8133: Pentanoic acid, 3-methyl- u\*/\/{/\“k//\\
60

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
4.80 5.00 5.20 5.40 5.60

5000 m/z 44.95 27.22%
87
“\h7 saH | 6773 81 | o4 101 us
,,,,, R S o e e e S RREE
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8070. Hexanoic acid
60 480 5.00 5.20 5.40 5.60
m/z 39.10 17 .52%
5000 27 41 73
87
..,....,....,.??.\,.‘.L}?,?% BT
m/z--> 10 60 70 80 90 100 110 120 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown5.62 Concentration Rank 7

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

5.62 6.47 ng 303814 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol 116 C7H160 000589-55-9 36
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 28
3 2-Propenoic acid. butvl ester 128 C7H1202 000141-32-2 9
4 1-Hepten-4-ol 114 C7H140 003521-91-3 9
5 3-Butyn-2-ol 70 C4H60 002028-63-9 7

Abundance Scan 601 (5.622 min): BF111548.D (-593) (-) m/z 55.10 100.00%
56
5000
43 3
91 5.20 5.40 5.60 5.80 6.00
e 84 A "m/z 73.05 31.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8315: 4-Heptanol
55
73
5000 43
5.20 5.40 5.60 5.80 6.00
‘ m/z 43.00 24 .67%
|| 37|||I |, 66,4 8187 98 115
miz--> 1'0 2' 30 40 50 60 70 8 90 100 110 120
Abundance #8343: 3-Hexanol, 2-methyl-
55 73
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—h
5.20 5.40 5.60 5.80 6.00
5000 23 m/z 91.10 7.11%
31
15 1] .. 67, 83 99 114
mz-> 10 2 % 4 8 8 70 80 90 100 110 130
Abundance #12252: 2-Propenoic acid, butyl ester e
55 5.20 5.40 5.60 5.80 6.00
m/z 72.00 6.38%
5000 7
27 41
15 ‘@ 67 8 99 113
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexylene glycol Concentration Rank 9

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

5.96 6.37 ng 299038 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 78
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 72
3 dIl-Ervthro-0-methvlthreonine 133 C5H11NO3 1000214-70-7 53
4 Acetic acid. ethoxv-. l-methvlet... 146 C7H1403 054063-13-7 45
5 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 43

Abundance Scan 658 (5.957 min): BF111548.D (-651) (-) m/z 59.10 100.00%
43 ¥
5000
85 SRR RSN RS LR
71 103 5.60 5.80 6.00 6.20
..,....,....,....'ih:|..‘??.'l|:i'....,'....,..|..,....,.'...,....,..1.2.?....,. m/z 43.05 78.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8815: Hexylene glycol
43 59
5000 BN RARR RN LA RS B
560 5.80 6.00 6.20
15 31 m/z 56.10 26.87%
85
W sl m %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3910: Oxetane, 2,2,4-trimethyl-
59
43
5.60 5.80 6.00 6.20
5000 m/z 41.05 23.36%
31 5
"I""I"'“HL"'WLlk'?%'“Mi""l""l""I??'%O9"'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14620: dI-Erythro-O-methylthreonine
59 5.60 5.80 6.00 6.20
m/z 45.05 20.81%
5000
45 75
Il 52l es T 88 101 116 133
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexanoic acid Concentration Rank 8

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

6.49 6.41 ng 300874 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Pentanoic acid 102 C5H1002 000109-52-4 78
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 38

Abundance Scan 749 (6.493 min): BF111548.D (-744) (-) m/z 60.00 100.00%
60
5000 73
87 6.20 6.40 6.60 6.80
..,....,....|,|!|.|..,??|!' NP IO PN/ AN m/z 73.00 43.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8069: Hexanoic acid
60
5000
27 a1 3 6.20 6.40 6.60 6.80
m/z 41.10 21.38%
87
l|.|<w.,??m 67 L s o us
m/z--> 20 30 60 70 80 90 100 110 120
Abundance #4247: Pentanoic acid
60
6.20 6.40 6.60 6.80
5000 73 m/z 43.00 20.94%
41
H a7 53, |, 67 | 818 101
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #21817: Propanedioic acid, propyl-
44 60 6.20 6.40 6.60 6.80
m/z 55.10 20.21%
5000 73
"|"'Mh' '?ﬁl"'l??" A |'*"|"§Z|""|" U DN B
m/z--> 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.56 Concentration Rank 1

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

6.56 84 .30 ng 3959530 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 760 (6.557 min): BF111548.D (-757) (-) m/z 132.00 100.00%
5000 68
40 5 | % J 620 640 6.60 680
g M 77 e Lapsus 6810 42.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI SR S
6.20 6.40 6.60 6.80
31 78 m/z 134.00 31.06%
'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 27.15%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R L e
132 6.20 6.40 6.60 6.80
m/z 69.05 16.91%
5000
63 81
31 59 ! ‘\‘ w72\ ‘\ 92 10\1‘ 1:!-\2 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF121418.M Tue Dec 18 16:01:51 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentanoic acid, 2-hydroxy-4... Concentration Rank 16

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

6.61 4_.44 ng 208698 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-hvdroxv-4-meth... 132 C6H1203 013748-90-8 72
2 Pentanoic acid. 2-hvdroxv-4-meth... 146 C7H1403 040348-72-9 64
3 Ethvl dl-2-hvdroxvcaproate 160 C8H1603 006946-90-3 59
4 4-Octanol 130 C8H180 000589-62-8 59
5 _alpha.-Hydroxyisocaproic acid 132 C6H1203 000498-36-2 56

Abundance Scan 769 (6.610 min): BF111548.D (-767) (-) m/z 69.10 100.00%
69
43
5000 87
57 6.20 6.40 6.60 6.80 7.00
105
79 120 133 m/z 43.10  60.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14326: Pentanoic acid, 2-hydroxy-4-methyl-, (S)-
43 69
87
5000
29 57 6.20 6.40 6.60 6.80 7.00
m/z 45.00 39.96%
18 7 9 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22005: Pentanoic acid, 2-hydroxy-4-methyl-, methy! ester
43
69
6.20 6.40 6.60 6.80 7.00
5000 87 m/z 87.10 39.84%
57
..“..q..”,.”.ﬁh..“.Jﬁh.”}U”.,”..Lgﬁ '“'1%?"'“ LR AR SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31238: Ethyl dI-2-hydroxycaproate
69 6.20 6.40 6.60 6.80 7.00
a1 m/z 41.05 27 .79%
87
5000
29
19 \‘ ‘ﬂ4 L 77 95 ?4 117 133142 161
m/z--> 10 2'0 3'0 4'0 50 6|0 70 8|0 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80 7.00

8270-BF121418.M Tue Dec 18 16:01:51 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Heptyl isobutyl carbonate Concentration Rank 4

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

6.86 23.76 ng 1116150 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 64
2 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 64
3 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 59
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53

Abundance Scan 811 (6.857 min): BF111548.D (-807) (-) m/z 57.05 100.00%
57
5000 a1
70 83 P SARRE SRR RALRE S
08 6.60 6.80 7.00 7.20
0 O S~ S m/z 41.05 38.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74058: Heptyl isobutyl carbonate
57
5000
6.60 6.80 7.00 7.20
41 m/z 43.10 35.28%
29 | 70 98
T '|'M"'J"'|'|tJL' F?"'I "'%ﬁ% R SN }?%"' T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50336: 1-Butoxy-2-ethylhexane
57
6.60 6.80 7.00 7.20
5000 2 41 m/z 55.05 26 .94%
70 g3
S Y O O eI VY Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12699: Heptane, 2,5-dimethyl-
57 6.60 6.80 7.00 7.20
m/z 56.10 20.17%
5000 M
29 71 99
14 g Wl ) 8 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexanoic acid, 2-ethyl- Concentration Rank 2

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

7.59 72.57 ng 4927860 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 1.4-Dioxane 88 C4H802 000123-91-1 47
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 33
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 33

Abundance Scan 936 (7.592 min): BF111548.D (-908) (-) m/z 73.00 100.00%
5000 41 57
101
| - 116 129 7.20 7.40 7.60 7.80 8.00
Ao 8o e Tm/z 88.10  83.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
7B 88
5000
41 57 7.20 7.40 7.60 7.80 8.00
29 101 116 m/z 41.10 45_.28%
"|“"V'JL"“th'|“L”"'M'!“ Pt “"v"'"}?9"'544w"“|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2011: 1,4-Dioxane
28
7.20 7.40 7.60 7.80 8.00
5000 m/z 57.05 42 _.33%
88
58
43
'W““PJW““P“W““P“Z%“P“ NSRS AR SARS SALSE RARAN ARAS AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30204: Heptanoic acid, 2-ethyl-
73 88 7.20 7.40 7.60 7.80 8.00

m/z 55.00 26.97%

5000
101

‘“ b 158 AVMNA%JkA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Thiophene, tetrahydro-, 1,1... Concentration Rank 19

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

8.15 3.65 ng 247827 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.l1-dioxide 120 C4H802S 000126-33-0 50
2 1.2-Dithiane 120 C4H8S2 000505-20-4 9
3 Cvclobutanecarbonitrile. 3.3-dim... 109 C7H11N 053783-86-1 9
4 1-Hexene 84 C6H12 000592-41-6 9
5 Neopentyl glycol 104 C5H1202 000126-30-7 9

Abundance Scan 1031 (8.151 min): BF111548.D (-1028) (-) m/z 56.05 100.00%
a 56
5000 120
48 64 7.80 8.00 8.20 8.40
e el A b | Mz 41.10  99.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9214: Thiophene, tetrahydro-, 1,1-dioxide
28 4 56
5000 120 7.80 8.00 820 840
m/z 55.10 63 .54%
L8 64 76 90
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9227: 1,2-Dithiane
55
120 A R R L
7.80 8.00 8.20 8.40
5000 m/z 120.00 37 .64%
"'I""I""I""T'??'I"l'k ﬁf'l"'??"?zl""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5614: Cyclobutanecarbonitrile, 3,3-dimethyl- B L R
56 7.80 8.00 8.20 8.40
m/z 39.10 11.92%
5000 41
27
1\5 \“\ ‘\ lin 6\7 78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 780 8.00 8.20 840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Acetic acid, [(2-methylprop... Concentration Rank 18

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

8.42 4.02 ng 273275 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. I(2-methvlpropvl)th... 148 C6H1202S 020600-62-8 64
2 Ethane. 1.1-bis(ethvlithio)- 150 C6H14S2 014252-42-7 47
3 Thiazole. tetrahvdro- 89 C3H7NS 000504-78-9 46
4 Acetic acid. (butvlthio)- 148 C6H1202S 020600-61-7 45
5 2-Propenoic acid, 3-chloro-, (2)- 106 C3H3CI02 001609-93-4 33

Abundance Scan 1077 (8.422 min): BF111548.D (-1072) (-) m/z 148.05 100.00%
148
5000 89 /L
105 RS SRR AR SRR R
" | || ‘ 122 136 800 820 840 8.60 8.80
SN R N m/z 89.00  39.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22963: Acetic acid, [(2-methylpropyl)thio]-
1 5 89
148
77
5000 A..fx,....,.”.,;4¥.,...
8.00 820 8.40 8.60 8.80
‘ 105 m/z 87.90 34 .34%
'W'”W”'W””I””"!M'”PA'P”L¢”W'1W'}a?“ﬂ“'ﬂ””l””v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24187: Ethane, 1,1-bis(ethylthio)-
89
8.00 820 8.40 8.60 8.80
5000 61 m/z 87.00 29.39%
29 s 150
15 | 37 ;.53 73 . 103 122 136
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2182: Thiazole, tetrahydro-
89 8.00 820 8.40 8.60 8.80
m/z 74.00 27.75%
43
5000
59
'W””P”W””PLE%MM”Hi”P”WM”P”W””P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 5

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

8.63 13.36 ng 907083 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valproic Acid 144 C8H1602 000099-66-1 53
2 2-Propvloctanoic acid 186 C11H2202 031080-41-8 50
3 di-n-PropvImalonic acid 188 C9H1604 001636-27-7 42
4 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 10

Abundance Scan 1112 (8.628 min): BF111548.D (-1101) (-) m/z 72.95 100.00%
73
5000 102
G 87 SRR SRR S
- | 115 1:T° 43 820 840 860 880 9.00
errereprrreprreithe e Sl el Ll T 157 1 Tm/z 102.10  48.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20843: Valproic Acid
73
5000 102
820 8.40 8.60 8.80 9.00
41 57 m/z 41.05 31.32%
sl e L me | We s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50065: 2-Propyloctanoic acid
73
100 820 840 8.60 880 9.00
5000 m/z 43.05 28.24%
41
55
29 115
87 144
III']'-'S'I""I""I"''I'"'I""I''"I"''I'"'I"''I""I":!-'zlg""l"''I':!-'5'7IIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #52053: di-n-Propylmalonic acid i mE e S e
73 820 8.40 8.60 8.80 9.00
m/z 55.10 26.19%
a1 102
5000
97 57
115
"v'?ﬁ'“Hv'““ﬂ“w'“'lf?"“'ﬁ?“l“jwt“'vj“liﬁi"“lgéﬁ'“'v" SRS SR R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.84 5.74 ng 424910 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1658 (11.839 min): BF111548.D (-1655) (-) m/z 43.10 100.00%
43 57 73
5000 129
3 1s 157171185, 213 " 11'60 11.80 12,00 12,20
143 199 | 227949 256 : : : :
e m/z 73.05 94 . 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 UL U BULEN BRI U

11.60 11. 80 12. OO 12 20

m/z 57.10 84.19%
213
! Ju s P00
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
T T T
11.60 11.80 12.00 12.20
5000 129 m/z 60.00 83.93%
29
..1.5,... .W.. SRamEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid RS DR e e
60 73 11.60 11.80 12.00 12.20
m/z 55.05 67.52%
43
5000
129
| ‘ 115 T ik Mkwv
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.63 4.84 ng 254764 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Undecane 156 C11H24 001120-21-4 55
Abundance Scan 1792 (12.627 min): BF111548.D (-1788) (-) m/z 43.05 100.00%
48 57 73
5000
143157171 12140 1260 12:80 13.00
m/z 57.10 79.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 R BRI U BN SR
12.40 12.60 12.80 13.00
m/z 73.00 77 .73%
| 143,5,171
m/z--> "55"20"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
51 R BRI SRS BN B
12.40 12.60 12.80 13.00
5000 256 m/z 60.00 73.99%
2
“ W\ M 143157171185
1 i
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid A B N AR
43 73 12.40 12.60 12.80 13.00
| m/z 41.10 65.65%
- T WM
2 L4u 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "1240'12%6 1256 igdd'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.63 ng 296081 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 1990 (13.792 min): BF111548.D (-1987) (-) m/z 57.05 100.00%
57
83
5000
111
LN UL DAL S I
3 \ 140 207 13.40 13.60 13.80 14.00 14.20
AL, L ki0161180 20707246 281 5 43.10  83.00%
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
97
5000 SR SUMIN BRI BN I
1340 13.60 13.80 14.00 14.20
29 125 m/z 55.05 72 .98%
|L ,154 177196 224 269 370
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 LN ORI DAL S I
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 72.12%
125
' || HHJA I1$3 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate i o L
57 13.40 13.60 13.80 14.00 14.20
97 m/z 97.10 60.01%
5000
29 125
[ bzl | | | 154 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111548.D

Aca On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample : J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.03 ng 209858 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2202 (15.039 min): BF111548.D (-2200) (-) m/z 57.10 100.00%
57
5000 85
141 231 267 14.80 15.00 15.20 15.40
O 'I '1 101002201 Ap . res m/z 43.10 69.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI UL BB BN R
mmmmﬁmmm
m/z 71.05 61.94%
29 Ll ]]1}3‘ 141 169 197 225 253 295 323 367
m/z--> 55 100 150 260 2éo 300 3%0
Abundance #141424: Heneicosane
57
" 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 42 .94%
P4 0 2 gz
m/z--> 55 100 1éo 260 250 360 3%0
Abundance #59881: Tetradecane S B B B e
57 14.80 15.00 15.20 15.40
m/z 55.10 26.68%
5000 a5
29
[ |13 141 160 198
m/z--> 5'0 100 150 2(')0 250 3(')0 351,0 14I80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121718\
Data File : BF111548.D

Acq On : 17 Dec 2018 19:31

Operator : JU/SJ

Sample - J6438-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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]
unknown4 .73 4.73 3.6 ng 171021 1 6.79 939344 20.0
2-Pentanone, 4-hy... 4.99 5.3 ng 246474 1 6.79 939344 20.0
Butanoic acid, 3-... 5.20 8.2 ng 384622 1 6.79 939344 20.0
unknown5.62 5.62 6.5 ng 303814 1 6.79 939344 20.0
Hexylene glycol 5.96 6.4 ng 299038 1 6.79 939344 20.0
Hexanoic acid 6.49 6.4 ng 300874 1 6.79 939344 20.0
unknown6 .56 6.56 84.3 ng 3959530 1 6.79 939344 20.0
Pentanoic acid, 2... 6.61 4.4 ng 208698 1 6.79 939344 20.0
Heptyl isobutyl c... 6.86 23.8 ng 1116150 1 6.79 939344 20.0
Hexanoic acid, 2-... 7.59 72.6 ng 4927860 2 8.07 1358020 20.0
Thiophene, tetrah... 8.15 3.6 ng 247827 2 8.07 1358020 20.0
Acetic acid, [(2-... 8.42 4.0 ng 273275 2  8.07 1358020 20.0
Valproic Acid 8.63 13.4 ng 907083 2 8.07 1358020 20.0
n-Hexadecanoic acid 11.84 5.7 ng 424910 4 11.30 1480540 20.0
Octadecanoic acid 12.63 4.8 ng 254764 5 13.95 1052660 20.0
Pentafluoropropio... 13.79 5.6 ng 296081 5 13.95 1052660 20.0
Hexacosane 15.04 4.0 ng 209858 6 15.38 1042520 20.0
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