LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On : 28 Mar 2019 22:56 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K2093-20 10X 30099-30100-OW-6

ALS Vial : 22 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-BF032519.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 2.946 143 146 165 rBvV 142092 302729 3.50% 0.489%
2 3.522 234 244 253 rBV 81604 160901 1.86% 0.260%
3 3.693 270 273 283 rBV 63065 107601 1.24% 0.174%
4 4.293 335 375 379 rBV3 79195 439685 5.09% 0.710%
5 4.545 416 418 434 rBV 39975 87456 1.01% 0.141%
6 5.257 536 539 547 rBV 254931 350430 4 .05% 0.566%
7 5.322 547 550 563 rvVv 85042 180328 2.09% 0.291%
8 5.545 575 588 600 rVB2 107386 412261 4_.77% 0.666%
9 6.045 665 673 680 rBV2 50899 121494 1.41% 0.196%
10 6.392 721 732 735 rBV2 329794 649167 7.51% 1.049%

11 6.422 735 737 739 rvv2 229827 310671 3.59% 0.502%
12 6.451 740 742 744 rVvV 279101 225515 2.61% 0.364%
13 6.475 744 746 754 rVB 190458 200332 2.32% 0.324%
14 6.704 781 785 795 rBV 954328 947717 10.96% 1.531%
15 6.781 795 798 808 rvv 400625 693254 8.02% 1.120%

16 6.857 808 811 830 rvv 325555 553647 6.40% 0.894%
17 7.016 834 838 848 rvv 182413 319138 3.69% 0.516%
18 7.128 852 857 875 rvv3 122962 433000 5.01% 0.699%
19 7.263 877 880 888 rvB 140856 149359 1.73% 0.241%
20 7.533 897 926 928 rBV2 1641625 8644819 100.00% 13.964%

21 7.928 972 993 995 rBV 1506805 5820111 67.32% 9.401%
22 7.986 998 1003 1007 rVV 1436904 1534578 17.75% 2.479%
23 8.163 1028 1033 1035 rBvV 140424 160849 1.86% 0.260%
24 8.233 1041 1045 1047 rBV 2185315 2519341 29.14% 4_.070%
25 8.257 1047 1049 1057 rVvB2 3073676 4739567 54.83% 7.656%

26 8.351 1057 1065 1068 rVB4 667591 1320053 15.27% 2.132%
27 8.439 1068 1080 1085 rBV5 1268489 3435827 39.74% 5.550%
28 8.486 1085 1088 1089 rvv2 434897 442217 5.12% 0.714%
29 8.510 1089 1092 1095 rVvB2 1001838 1155277 13.36% 1.866%
30 8.645 1109 1115 1118 rBV 101322 93020 1.08% 0.150%

31 8.922 1157 1162 1164 rBV2 148351 192111 2.22% 0.310%
32 8.980 1169 1172 1177 rVB 136018 112042 1.30% 0.181%
33 9.057 1182 1185 1197 rVB 390339 334477 3.87% 0.540%
34 9.251 1213 1218 1229 rVB 275905 447360 5.17% 0.723%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On : 28 Mar 2019 22:56 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K2093-20 10X 30099-30100-OW-6

ALS Vial : 22 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-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.522 1260 1264 1267 rVV 197521 341379 3.95% 0.551%

36 9.551 1267 1269 1276 rVB2 148724 192620 2.23% 0.311%
37 9.669 1283 1289 1294 rBV 574101 772278 8.93% 1.247%
38 9.733 1294 1300 1309 rVV 1678276 1549928 17.93% 2.504%
39 9.898 1325 1328 1335 rBvV 134644 216643 2.51% 0.350%
40 10.063 1353 1356 1363 rVB 251719 226750 2.62% 0.366%

41 10.316 1395 1399 1407 rVV 49522 93505 1.08% 0.151%
42 10.404 1411 1414 1420 rVV6 58657 102880 1.19% 0.166%
43 10.522 1430 1434 1441 rVV 162653 164359 1.90% 0.265%
44 10.616 1447 1450 1468 rVB2 449518 1035966 11.98% 1.673%
45 10.869 1490 1493 1506 rVvVv 194833 417595 4.83% 0.675%

46 11.104 1526 1533 1541 rBV3 163510 236418 2.73% 0.382%
47 11.210 1548 1551 1557 rBV 1464607 1298953 15.03% 2.098%
48 11.292 1560 1565 1569 rVB2 70548 106004 1.23% 0.171%
49 11.533 1600 1606 1611 rBV3 109425 231190 2.67% 0.373%
50 11.751 1639 1643 1649 rBV 812128 789056 9.13% 1.275%

51 11.804 1649 1652 1670 rVB 963324 1911486 22.11% 3.088%
52 12.227 1720 1724 1733 rVB2 67774 134672 1.56% 0.218%
53 12.439 1751 1760 1761 rBV2 793263 970443 11.23% 1.568%
54 12.457 1761 1763 1772 rVV2 693026 1019708 11.80% 1.647%
55 12.533 1772 1776 1785 rVvV 1096870 1328053 15.36% 2.145%

56 12.610 1785 1789 1800 rVB2 144130 390520 4._.52% 0.631%
57 12.786 1816 1819 1826 rVB 231963 222180 2.57% 0.359%
58 12.845 1826 1829 1846 rBV 1107394 2359856 27.30% 3.812%
59 13.221 1890 1893 1901 rBV 107838 251220 2.91% 0.406%
60 13.551 1946 1949 1960 rBV4 134154 291325 3.37% 0.471%

61 13.774 1983 1987 1995 rBV 946887 2066809 23.91% 3.339%
62 13.839 1995 1998 2004 rVB 1279776 1194629 13.82% 1.930%
63 14.110 2040 2044 2053 rBV2 107947 255461 2.96% 0.413%
64 14.609 2125 2129 2144 rBV 666974 1821488 21.07% 2.942%
65 14.915 2179 2181 2184 rBV 85217 87016 1.01% 0.141%

66 15.239 2232 2236 2245 rBV 841939 1221393 14.13% 1.973%
67 15.562 2286 2291 2304 rBV3 218064 838688 9.70% 1.355%
68 15.662 2305 2308 2313 rVB2 117018 170734 1.97% 0.276%

Sum of corrected areas: 61907539
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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\BF032819\
BF113390.D

28 Mar 2019 22:56

Ju/sJ

K2093-20 10X

22 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATIO

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

N

30099-30100-OW-6

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113390.D

2.95

3.523.69 4.29 4.55

5.26
.32 5.55

6.05

0
Time-->

v o=
3.50 4.00

3.00

I
4.50 5.00

1
5.50

to
6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113390.D
826

8.p3

9.73

7939

8.44

11.21

12.53 12.84

Time-->

T
10.00 10.50

11.00

13.00

12.00 12.50

11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113390.D

13.84

Time-->
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14.50 15.00

50

17.00

T
18.00 18.50

I
17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113390.D

Aca On : 28 Mar 2019 22:56

Operator : JU/SJ

Sample : K2093-20 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Hexanoic acid Concentration Rank 19

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

4.29 9.28 ng 439685 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 64
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 50
3 Butanoic acid 88 C4H802 000107-92-6 50
4 Pentanoic acid 102 C5H1002 000109-52-4 38
5 4-Bromobutyric acid 166 C4H7Bro2 002623-87-2 36

Abundance Scan 375 (4.293 min): BF113390.D (-335) (-) m/z 60.00 100.00%
60
5000 //////\\hh__
41 73
|| 5 400 420 440 460
67 82 : : : :
o..,....,....,...:L.“‘.”.,..ﬁ.l. ol 82 B8 "m/z 40.95 34.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8070: Hexanoic acid
60
73 R L UL R UL
5000 27 41 400 420 4.40 4.60
m/z 73.00 32.54%
87
o NS |||Le 53|, || 65, |, 80 | 93 99
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #21817: Propanedioic acid, propyl-
44 60
400 420 440 460
5000 73 m/z 43.00 27 .64%
29
0 ..,....,..uhh.. A 1O TR PN, A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2016: Butanoic acid REE R T BRIt
60 4.00 4.20 4.40 4.60
m/z 41.95 25.94%
5000
73
27 41
oL 15 [, 34 |46 53 | 83
miz--> 10 20 30 40 50 60 70 8 90 100 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 1-Hexanol, 2-ethyl- Concentration Rank 15

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

6.78 14.63 ng 693254 1,4-Dichlorobenzene-d4 6.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 53
3 Oxalic acid. isobutvl octvl ester 258 C14H2604 1000309-37-3 53
4 Octane. 3-methvl- 128 C9H20 002216-33-3 50
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 42
Abundance Scan 798 (6.781 min): BF113390.D (-795) (-) m/z 57.00 100.00%

5000 E
41
70 83
%8 11, 6.40 6.60 6.80 7.00 7.20
o} m/z 41.00 35.02%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-

640 6.60 680 700 7.20
m/z 43.00 30.95%

5000

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
45 5
R e RS B
6.40 6.60 6.80 7.00 7.20
5000 70 a3 m/z 54.95 24 .64%
112
29 ‘ 98
obrrg 25l Bl el bbb
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #108842: Oxalic acid, isobutyl octyl ester R e e e AR
57 6.40 6.60 6.80 7.00 7.20
m/z 55.95 19.36%
5000 .y A
71
o A, L ‘w 84 92 103112 157
III|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII LR RN R RN LN RN LN R _'—l_'_'_'_'—l_'_'_'_'—l_'—'_'_'—l_'_'_'_'—l_'_'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 p-Cresol Concentration Rank 20

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

7.13 9.14 ng 433000 1,4-Dichlorobenzene-d4 6.70
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 95
3 Phenol. 2-methvl- 108 C7H80 000095-48-7 83
4 Pvrrolidine. 2-(cvanomethvlene)- 108 C6H8N2 1000197-01-1 58
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 50

Abundance Scan 857 (7.128 min): BF113390.D (-852) (-) o m/z 107.00 100.00%
107
5000
77
39 51 ¢p 70 | 90 6.80 7.00 7.20 7.40
o..,....,....,...:'i'.".“‘?.ﬂ!':':.:~.'.-..i.'..!|:E.‘3...'l'....l,o.l.'..',...., m/z 108.00 82.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5367: p-Cresol
107
5000
6.80 7.00 7.20 7.40
o & m/z 76.95 26.90%
o 15 27 P 68 g Lh .
mz-> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance #5373: Phenol, 3-methyl-
108
6.80 7.00 7.20 7.40
5000 m/z 78.95 19.41%
79
39 51 90
o ts A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5379: Phenol, 2-methyl-
108 6.80 7.00 7.20 7.40
m/z 50.90 11.27%
5000 79
39 51 90
27 ‘ 63 ‘
P W X1 W R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Hexanoic acid, 2-ethyl- Concentration Rank 1

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

7.53 112.67 ng 8644820 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 47

Abundance Scan 925 (7.528 min): BF113390.D (-897) (-) m/z 73.00 100.00%
B 88
5000 a5 :
101
| | 116 129 144 7.20 7.40 7.60 7.80
o ol 129 144 m/z 87.95 84.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20862: Hexanoic acid, 2-ethyl-
7B 88
5000 e
41 57 7.20 7.40 7.60 7.80
29 101 116 m/z 41.00 36.77%
ol 19 || 120 144
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88
N RS N R
7.20 7.40 7.60 7.80
5000 m/z 57.00 34.69%
75
45 101
. T 59 ‘ | 119129 145 176 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30204: Heptanoic acid, 2-ethyl-
73 88 7.20 7.40 7.60 7.80
m/z 54.95 23.77%
5000
101
29 4l 55
o...,”..,...w....,...,....,”..,..F§ﬁ...,..”
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 6

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

8.23 32.83 ng 2519340 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 78
2 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 78
3 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
4 1-(1-Methoxvpropan-2-vloxv)propa... 232 C12H2404 1000367-13-2 59
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 59

Abundance Scan 1044 (8.228 min): BF113390.D (-1041) (-) m/z 59.00 100.00%
59
5000
103
7.80 8.00 8.20 8.40 8.60
) ,|u. soll 73 8 | W5 131 16 172 77103 00 23.34%
m/z--> 20 60 80 100 120 140 160 180
Abundance #52788. 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
5000
7.80 8.00 8.20 8.40 8.60
45 103 m/z 41.00 16.64%
oL_15 29 . 73 86 | 115 131 146 172
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
7.80 8.00 8.20 8.40 8.60
5000 41 m/z 57.00 15.10%
103
31
oL 15 ‘\ Ll ol 73 ss 117 129 143 159 174
miz--> % 4 60 8o 10 10 140 160 180
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59 7.80 8.00 8.20 8.40 8.60
m/z 45.00 12.89%
5000
31 e 103
0'"|""|""|"'7'5|'E';9"|""|""|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 2

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

8.26 61.77 ng 4739570 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 78
2 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 78
3 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 78
4 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 72
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 72

Abundance Scan 1050 (8.263 min): BF113390.D (-1047) (-) m/z 59.00 100.00%
59
5000
45 103
71 88 8.00 8.20 8.40 8.60
o P 1236146 157 172 Thzz 57.00  32.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59
5000 8.00 8.20 8.40 8.60
31 103 : : : :
45 m/z 45.00 26 .50%
ol Jl 75 89
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
8.00 8.20 8.40 8.60
5000 m/z 41.00 26.11%
45 103
oL 15 20 1| |l 73 86 | 115 131 146 172
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31263: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59 8.00 8.20 8.40 8.60
m/z 103.00 25.84%
5000
45
31 103
0 15 ull \“ ‘m 74 87 \‘ 1:!'5 131 145 159
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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, 2-ethyl-, me... Concentration Rank 10

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

8.35 17.20 ng 1320050 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 50
2 Heptanoic acid. 2-ethvl-. methvl... 172 C10H2002 000816-63-7 33
3 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 33
4 2.3-Di-0O-methvl-D-xvlopvranose 178 C7H1405 018186-26-0 16
5 Butyramide, 2,2,3,3-tetramethyl- 143 C8H17NO 098486-62-5 12

Abundance Scan 1065 (8.351 min): BF113390.D (-1057) (-) m/z 87.00 100.00%
87 102
57 71
41
5000
| | | | | 115 12|7 us 8.00 820 8.40 8.60
o et L L ST Tm/z 102.00 94, 73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30307: Hexanoic acid, 2-ethyl-, methyl ester
87 102
57
5000 ag 4
8.00 8.20 8.40 8.60
. 115 130 m/z 71.00 67.62%
o | 1 143
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #39597: Heptanoic acid, 2-ethyl-, methyl ester
87 102
8.00 8.20 8.40 8.60
5000 41 57 m/z 57.00 63.09%
29 72 115
144
oL .]fl .‘l‘. -‘i‘- i I\l‘l i .“l“. I el I“' i .“. I |12|8| i I“l —— |17|2| I
m/z--> 20 40 60 80 100 120 140 160
Abundance #20992: Pentanoic acid, 2-ethyl-, methyl ester
43 87 8.00 8.20 8.40 8.60
102 m/z 41.00 53.75%
5000 27 55
115
bl L
ok ||||‘|“| |‘i‘ﬁ‘|“|““| : |“l‘||‘l‘l|||“|||‘||||||||||||||||| ~\|,\|A||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF032519.M Fri Mar 29 15:05:24 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 unknown8.44 Concentration Rank 3

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

8.44 44_.78 ng 3435830 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 46
2 Neodecanoic acid 172 C10H2002 026896-20-8 40
3 Hvdrazine. l-ethvl-1-(1-methvlpr... 116 C6H16N2 020325-97-7 38
4 Pentanoic acid. 2-propvl-. methv... 158 C9H1802 022632-59-3 37
5 Thiophane, propyl- 130 C7H14S 001551-34-4 32

Abundance Scan 1080 (8.439 min): BF113390.D (-1068) (-) m/z 87.00 100.00%
g7
5000 43 60 3
116 130 e e o
5 101 w3 157 820 840 8.60 8.80
o} m/z 87.95 59.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8239: Thiophene, 2-ethyltetrahydro-
g7
5000
- a5 116 8.20 8.40 8.60 8.80
59 67 101 m/z 43.00 52.59%
o 35 75
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39476: Neodecanoic acid
g7
_|_|_|_|—|_|_|_|_|—|_|_|_|_|—|_!_|_|_|—|—|_"|'
41 8.20 8.40 8.60 8.80
5000 29 m/z 41.00 49 .26%
55 102
71 116 130
0"v%?w'“'v"w'“'l“"ﬁ?“l'“?%"w"“l“"v'“l“"v'“}ﬁ%'v}ﬁz'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8279: Hydrazine, 1-ethyl-1-(1-methylpropyl)- S - SR M
87 8.20 8.40 8.60 8.80
m/z 72.95 46 .54%
5000
45 116
29 ‘ % 101
O'W””P”ﬂh”ﬁw'”NM”4””P”h””m”ﬁ”“P”W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF032519.M Fri Mar 29 15:05:25 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Benzoic acid, 4-methyl- Concentration Rank 13

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

8.51 15.06 ng 1155280 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 94
2 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 42
3 Benzeneacetic acid 136 C8H802 000103-82-2 35
4 (+)-di-0-4-Toluovl-D-tartaric acid 386 C20H1808 032634-68-7 25
5 4-Methylbenzoyl isothiocyanate 177 C9H7NOS 016794-68-6 18

Abundance Scan 1092 (8.510 min): BF113390.D (-1089) (-) m/z 90.95 100.00%
q1
102 136
119
5000 43
57 71
8 127 8.20 8.40 8.60 8.80
Obrprrrer ..:|,‘: I :':'.|: 1 :'-.|. .'i‘:': - 3 Ml AL L 18T 757136.00 67.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16288: Benzoic acid, 4-methyl-
91
119 136
5000
8.20 8.40 8.60 8.80
65 m/z 102.00 65.94%
39 g |
27 77 107
0 II""I'":I""I"""I'!:"I"'I'I""I""I"'I'I""I""I"'I'I""I""IIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16290: Benzoic acid, 3-methyl-
91
136
8.20 8.40 8.60 8.80
5000 m/z 87.00 63.03%
119
65
41\ ?1 \‘ 7\7 H‘ 107 il
G R A AR RN AR AL NN LA LARAN LARAS AR BB LR LRSS AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16280: Benzeneacetic acid RN R e
91 8.20 8.40 8.60 8.80
m/z 119.00 56 .84%
5000
136
65
o 41, St | 77 107 118 ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF032519.M Fri Mar 29 15:05:25 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113390.D

Aca On : 28 Mar 2019 22:56

Operator : JU/SJ

Sample : K2093-20 10X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzoic acid, p-tert-butyl- Concentration Rank 18

R.T. EstConc Relative to ISTD

772278 Acenaphthene-d10

MW  MolForm
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 93
2 Benzoic acid. 4-acetvl-. methvl ... 178 C10H1003 003609-53-8 59
3 Benzonitrile. 2.4-dimethoxy- 163 C9HONO2 004107-65-7 53
4 _.delta.2-1.3.4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 47
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 46

Abundance Scan 1289 (9.669 min): BF113390.D (-1283) (-) m/z 162.95 100.00%
16
5000
91 135 .
AT B AR
ﬁl 51 g5 77 103 11555 | 145 178 9.40 9.60 9.80 10.00
Ob e e i A28 L 2L Tm/z 135.00 29.82%
m/z--> 20 40 80 100 120 140 160 180
Abundance #43767: Benzoic acid, p-tert-butyl-
163
5000 LA L L L L B L L LB
9.40 9.60 9.80 10.00
41 9 135 178 m/z 91.00 26.51%
oL 15 29 || 5L 65 o 103 115 | 145
e e B B T L i o R o e
m/z--> 20 40 80 100 120 140 160 180
Abundance #43598: Benzoic acid, 4-acetyl-, methyl ester
163
R NN mara
9.40 9.60 9.80 10.00
5000 m/z 41.00 13.62%
135 147
43
76 g1 103 ;g ‘ 178
A0l W N T
m/z--> 20 40 80 100 120 140 160 180
Abundance #33166: Benzonitrile, 2,4-dimethoxy- e L B S
163 9.40 9.60 9.80 10.00
m/z 178.00 12.27%
5000 134
120
5
15 57 38 50 i 17 0 104 || 18
o T S S NPT PR N N | N SMMMSMEY M-
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF032519.M Fri Mar 29 15:05:26 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Methoxyacetic acid, 4-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.62 15.95 ng 1035970 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 4-tetradecvl... 286 C17H3403 1000282-05-0 53
2 Methoxvacetic acid. 2-pentvl ester 160 C8H1603 1000282-69-2 43
3 10-MethvlInonadecane 282 C20H42 056862-62-5 27
4 2-methvltetracosane 352 C25H52 1000376-72-6 27
5 Hexaethylene glycol 282 C12H2607 002615-15-8 27
Abundance Scan 1451 (10.621 min): BF113390.D (-1447) (-) m/z 45.00 100.00%
45

71

5000

g

10.40 10.60 10.80 11.00
m/z 43.00 90.15%

0 11124 141 157 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132963: Methoxyacetic acid, 4-tetradecyl ester

45

-

10.40 10.60 10.80 11.00
m/z 57.00 72.79%

5000

141155169182 197 215

241

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31259: Methoxyacetic acid, 2-penty!| ester
45
R R e S
10.40 10.60 10.80 11.00
5000 71 m/z 71.00 70.74%
29 89
I 20 N~ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane o B e A L
57 10.40 10.60 10.80 11.00
m/z 41.00 45 _.31%
43 71
85
5000
99 154
29
113126
SO0 0 e 8 TN~ 2 oo et lweesibtich
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10 60 10. 80 11. 00

8270-BF032519.M Fri Mar 29 15:05:26 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.75 12.15 ng 789056 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1643 (11.751 min): BF113390.D (-1639) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 213
US 1143157171185, 00| 0y 256 11.40 11.60 11.80 12.00
(o} m/z 43.00 90.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR AL UL DU B B

11.40 11.60 11. 80 12.00

m/z 59.90 85.05%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 T T T
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 73.08%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 0 s Wl . T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R BRI s
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 66.50%
5000 129
29
199
143 157171 185 242
15 | ‘\
ol = eateash

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF032519.M Fri Mar 29 15:05:27 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.80 29.43 ng 1911490 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 50
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 49
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 49
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 47
5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 43

Abundance Scan 1651 (11.798 min): BF113390.D (-1649) (-) m/z 45.00 100.00%

5000

i+

11.40 11.60 11.80 12.00 12.20

103 124 141185171 187201

227

0 m/z 43.00 53.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65551: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45
5000 LA L B L L L L LB
11. 40 11. 60 11. 80 12. 00 12 20
m/z 57.00 39.87%
o 144
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128696: Hexaethylene glycol
45
R EEEEAEREE RS
11.40 11.60 11.80 12.00 12.20
5000 m/z 71.00 36.77%
89
o 29 || %973 J 103119133147 163177 195209 239 281
P e e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165401: Heptaethylene glycol L L N B
45 11.40 11.60 11.80 12.00 12.20
m/z 89.00 33.48%
5000
89
o B 59 73 d 103117 133147 163177191 207221 239 267281
e e e e e e e e T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00 12.20

8270-BF032519.M Fri Mar 29 15:05:27 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.44 14.94 ng 970443 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 91
3 8-Hexadecvne 222 C16H30 019781-86-3 90
4 cis-7-Dodecen-1-ol 184 C12H240 020056-92-2 90
5 1-Tridecyne 180 C13H24 026186-02-7 86
Abundance Scan 1760 (12.439 min): BF113390.D (-1751) (-) m/z 67.00 100.00%
67
41 95
5000
280 12.20 12.40 12.60 12.80
o || L 20167185 205223241 262280 e 00 g1 . 04%
m/z--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
41
12.20 12.40 12.60 12.80
m/z 55.00 62 .89%
oL15 ||l L0, 182 200 236 2622?0
m/z--> 50 100 150 200 250 300 '
Abundance #178355: 2-Chloroethyl linoleate
67
o 1220 12.40 12.60 12.80
5000 m/z 41.00 57 .00%
41
123
0! ‘lhmmI|”|||||||||2|(‘33|||||||3|42|
m/z--> 50 100 150 200 250 300
Abundance #79551: 8-Hexadecyne BB B A maa s e
67 12.20 12.40 12.60 12.80
m/z 94.95 56 .37%
41 95
5000
123
oL15 ”h h 151 179 202 222
m/z--> 50 150 200 250 300 ' 12120 12.40 12.60 12.80

8270-BF032519.M Fri Mar 29 15:05:29 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Chloroacetic acid, tetradec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.46 15.70 ng 1019710 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloroacetic acid. tetradecvl ester 290 C16H31CI02 018277-86-6 91
2 Chloroacetic acid. tridecvl ester 276 C15H29CI102 018277-85-5 91
3 Chloroacetic acid. dodecvl ester 262 C14H27Cl102 006316-04-7 86
4 Cetene 224 C16H32 000629-73-2 86
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 81

Abundance Scan 1764 (12.463 min): BF113390.D (-1761) (-) m/z 43.00 100.00%

7
97

83

5000

.

12.20 12.40 12.60 12.80
m/z 57.00 98.73%

04
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136128: Chloroacetic acid, tetradecy! ester

=

12.I20 12.I40 12.I60 12.I80
m/z 45.00 77.14%

5000

04
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124251: Chloroacetic acid, tridecyl ester
69 83
55 97

12.20 12.40 12.60 12.80
m/z 97.00  72.94%

5000

-

04
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112263: Chloroacetic acid, dodecy! ester R m
69 83 12.20 12.40 12.60 12.80

97

m/z 83.00 65.87%

5000
4 125140 168
0 182196 213
I~ IIIIIIIIIIIIIIIIIIIIIII
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.53 22.23 ng 1328050 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1775 (12.527 min): BF113390.D (-1772) (-) m/z 43.00 100.00%
43 73
57
97
185 SR VN BN BRI S
115 241
143157171 | 1995412227 284 12.20 12.40 12.60 12.80
Ol Jo“ S 25 m/z 72.95 92.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129
12.20 12.40 12.60 12.80
185 m/z 57.00 81.57%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o ISRV BN BN UGS
12.20 12.40 12.60 12.80
5000 m/z 59.90 77.99%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid AR E e e R AN
78 12.20 12.40 12.60 12.80
43 m/z 55.00 70.14%
5
5000 129
185 228
115
1 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Pentaethylene glycol monodo... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.84 39.51 ng 2359860 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 72
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 68
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 64
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 64
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 64
Abundance Scan 1828 (12.839 min): BF113390.D (-1826) (-) m/z 45.00 100.00%
5000 8
124 12.60 12.80 13.00 13.20
0 wlippdar it 20t 23 m/z 43.00 46.67%
m/z--> 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether
5000 L UL SRR UL SRR

12:60 12.80 13.00 13.20
m/z 88.95  44.22%

0 ‘}11 ] 166 101213 257 287 319 363 407
- IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 100 150 200 250 300 350 400
Abundance #128695: Hexaethylene glycol
45
12.60 12.80 13.00 13.20
5000 89 m/z 57.00 31.42%
133
oL 29 | 469 J 113 163 195 239
e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #91749: Pentaethylene glycol R LA M
45 12.60 12.80 13.00 13.20
m/z 71.00 30.60%
5000
89
oLy ] 169 \1 133 163 195219
m/z--> 50 100 150 200 250 300 350 400 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.77 34.60 ng 2066810 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 83
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 83
2-T2-T2-T2-T2-12-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 80
2-T2-T2-12-12-12-12-12-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 80
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 80
Abundance Scan 1986 (13.768 min): BF113390.D (-1983) (-) m/z 45.00 100.00%
5000 8
71
13.40 13.60 13.80 14.00
ol -'1.1‘? .' .1?1.1.71.190, 215237209283 321 | "m/z 89.00 51.69%
m/z--> 50 100 150 200 250 300 350
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
89
5000
13.40 13.60 13.80 14.00
133 m/z 43.00 40.55%
oL19,, i 71 I.|;13 J 151 177 207 251 283 327
m/z--> 50 100 150 200 250 300 350
Abundance #128697: Hexaethylene glycol
45
83 13.40 13.60 13.80 14.00
5000 m/z 71.00 30.08%
133
RECH } |70 ‘ 14 \ 163 209 252 283
m/z--> 50 100 150 200 250 300 350
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et... A e R RER R
45 13.40 13.60 13.80 14.00
m/z 57.00 28.06%
89
5000
133
o019, ] 3 ‘ l414 l 151 177 207 239 263283 327 371
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.61 29.83 ng 1821490 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 76
2 2-T2-T2-T2-T2-T2-T2-T2-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 62
3 2-T2-T2-T2-T2-T2-T2-T2-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 62
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 62
5 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 62
Abundance Scan 2129 (14.609 min): BF113390.D (-2125) (-) m/z 45.00 100.00%
45
89
5000
6 1 173 171194215 238259280 305 328 353 14.20 14.20 14.50 14.80 1500
ol Pl 3R 194215 238250280 305328353 m/z 89.00 59.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
14.20 14.40 14.60 14.80 15.00
m/z 43.00 47 .32%
133
SECN N W
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et...
45
o 14.20 14.40 14.60 14.80 15.00
5000 m/z 57.00 42 _.19%
133
oL19, Il ) | 312 J 177 207 239263 295 327 371
m/z--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy... R i e o o
45 14.20 14.40 14.60 14.80 15.00
89 m/z 71.00 39.87%
- \wm,ﬁAﬁJ\N*ﬁJ\\\x~wAj\~w~M
133
o129, | I67 | 412 | 117 221 251 283309 339 371 415
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032819\

Data File : BF113390.D

Aca On - 28 Mar 2019 22:56

Operator : JU/SJ

ﬁ?ggle i K2093-20 10X 30099-30100-OW-6
ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.56 13.73 ng 838688 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-12-12-12-12-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 87
2-T2-T2-12-T2-12-12-12-12-(2-Hvd. .. 458 C20H42011 1000352-12-6 83
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 83
2-T2-12-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 81
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-.-- 546 C24H50013 1000352-12-7 80
Abundance Scan 2291 (15.562 min): BF113390.D (-2286) (-) m/z 45.00 100.00%
45
89
5000
LRI R BN S
15.20 15.40 15.60 15.80
177
o....,&h. 215 251 296 329354 "7s 88 95 63 94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
89
5000 R AR BRI UL UL B
15:20 15.40 15.60 15.80
133 m/z 43.00 36.97%
N BT l ] 177 207 251 283 327
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45
89 LN R BN S
15.20 15.40 15.60 15.80
5000 m/z 71.00 32.38%
o191 | | l L 7 201 251 283309 339 371 415 \V\«FA“WNNNN/\J\MWM\W”NJ\
m/z--> 0 50 100 1éo 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth... B B
45 15.20 15.40 15.60 15.80
89 m/z 57.00 31.12%
133
ol19, | ]| l Lo 137 221 265 295 327 383 415 459
m/z--> 0 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032819\

Data File : BF113390.D

Acq On : 28 Mar 2019 22:56 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K2093-20 10X 30099-30100-OW-6

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
Hexanoic acid 4.29 9.3 ng 439685 1 6.70 947717 20.0
1-Hexanol, 2-ethyl- 6.78 14.6 ng 693254 1 6.70 947717 20.0
p-Cresol 7.13 9.1 ng 433000 1 6.70 947717 20.0
Hexanoic acid, 2-... 7.53 112.7 ng 8644820 2 7.99 1534580 20.0
2-Propanol, 1-(2-... 8.23 32.8 ng 2519340 2 7.99 1534580 20.0
1-Propanol, 2-(2-... 8.26 61.8 ng 4739570 2 7.99 1534580 20.0
Hexanoic acid, 2-... 8.35 17.2 ng 1320050 2 7.99 1534580 20.0
unknown8 .44 8.44 44_.8 ng 3435830 2 7.99 1534580 20.0
Benzoic acid, 4-m... 8.51 15.1 ng 1155280 2 7.99 1534580 20.0
Benzoic acid, p-t... 9.67 10.0 ng 772278 3 9.73 1549930 20.0
Methoxyacetic aci... 10.62 15.9 ng 1035970 4 11.21 1298950 20.0
n-Hexadecanoic acid 11.75 12.2 ng 789056 4 11.21 1298950 20.0
Ethanol, 2-[2-(2-... 11.80 29.4 ng 1911490 4 11.21 1298950 20.0
9,12-Octadecadien... 12.44 14.9 ng 970443 4 11.21 1298950 20.0
Chloroacetic acid... 12.46 15.7 ng 1019710 4 11.21 1298950 20.0
Octadecanoic acid 12.53 22.2 ng 1328050 5 13.84 1194630 20.0
Pentaethylene gly... 12.84 39.5 ng 2359860 5 13.84 1194630 20.0
2-[2-[2-[2-[2-[2--.. 13.77 34.6 ng 2066810 5 13.84 1194630 20.0
3,6,9,12,15-Penta... 14.61 29.8 ng 1821490 6 15.24 1221390 20.0
2-[2-[2-[2-[2-[2--.. 15.56 13.7 ng 838688 6 15.24 1221390 20.0
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