LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111717\

Data File : BF100669.D

Aca On : 17 Nov 2017 11:41 Instrument :
Operator : SJ/JU BNA_F

Sample 1 16477-01 10X $g$2tlsgmp'e'd 1
Misc : —

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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

2.287 31 34 42 rVB3 8702 15501 1.44% 0.113%
3.963 313 319 325 rBV 171650 220310 20.42% 1.605%
585 rBvV 126974 105488 9.78% 0.769%
6.492 737 749 753 rBV2 89175 124323 11.53% 0.906%
6.645 771 775 778 rBV 272656 233722 21.67% 1.703%
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6.881 811 815 818 rBV 744855 598821 55.51% 4_.363%

6

7 6.933 821 824 827 rVvV 113682 93297 8.65% 0.680%
8 6.969 827 830 835 rvv2 16153 18322 1.70% 0.133%
9 7.033 835 841 845 rvv 288308 251425 23.31% 1.832%
10 7.222 865 873 876 rBvV 37072 53005 4.91% 0.386%
11 7.433 906 909 913 rBV 190188 166602 15.44% 1.214%
12 7.528 920 925 927 rBV2 21790 23462 2.17% 0.171%
13 7.569 927 932 938 rVB4 26437 38618 3.58% 0.281%
14 7.657 944 947 950 rBV 47993 50335 4.67% 0.367%
15 7.686 950 952 954 rvv 47126 41650 3.86% 0.303%
16 7.704 954 955 958 rvB2 18821 13679 1.27% 0.100%
17 7.822 971 975 980 rBV3 19083 28398 2.63% 0.207%
18 7.892 980 987 990 rvv2 53300 63049 5.84% 0.459%
19 7.951 993 997 1005 rvv 193625 176629 16.37% 1.287%
20 8.063 1012 1016 1019 rBV3 21626 23729 2.20% 0.173%
21 8.133 1024 1028 1029 rBV3 11298 14582 1.35% 0.106%
22 8.163 1029 1033 1036 rVV 1003211 818379 75.87% 5.963%
23 8.233 1042 1045 1049 rvB2 27991 24673 2.29% 0.180%
24 8.351 1060 1065 1068 rBV5 18153 27170 2.52% 0.198%
25 8.439 1076 1080 1083 rBV3 21893 22573 2.09% 0.164%
26 8.475 1083 1086 1089 rBvV 36724 45110 4.18% 0.329%
27 8.510 1089 1092 1094 rBV 108212 97302 9.02% 0.709%
28 8.586 1102 1105 1109 rVB5 17022 22655 2.10% 0.165%
29 8.686 1117 1122 1123 rBV3 9955 15944 1.48% 0.116%
30 8.727 1124 1129 1131 rVV3 14027 19127 1.77% 0.139%
31 8.769 1131 1136 1141 rVB9 11246 20954 1.94% 0.153%
32 8.839 1141 1148 1153 rBV6 34778 69815 6.47% 0.509%
33 8.886 1153 1156 1160 rVVv5 11415 15508 1.44% 0.113%
34 8.957 1166 1168 1172 rVB4 20751 17932 1.66% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111717\

Data File : BF100669.D

Aca On : 17 Nov 2017 11:41 Instrument :
Operator : SJ/JU BNA_F

Sample 1 16477-01 10X $g$2tlsgmp'e'd 1
Misc : —

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.039 1180 1182 1185 rBV3 49224 42164 3.91% 0.307%
36 9.075 1185 1188 1195 rVB3 63851 75620 7.01% 0.551%
37 9.175 1204 1205 1209 rVB3 20467 18398 1.71% 0.134%
38 9.233 1211 1215 1219 rVB 517832 403682 37.42% 2.941%
39 9.310 1224 1228 1229 rBV4 15703 19250 1.78% 0.140%
40 9.327 1229 1231 1236 rVB4 27574 29617 2.75% 0.216%
41 9.386 1236 1241 1244 rBV 296163 262206 24.31% 1.910%
42 9.469 1253 1255 1257 rVB2 19103 14539 1.35% 0.106%
43 9.498 1257 1260 1263 rBV5 20304 28128 2.61% 0.205%
44 9.533 1263 1266 1269 rBV3 17302 20158 1.87% 0.147%
45 9.569 1269 1272 1274 rBV3 24905 28378 2.63% 0.207%
46 9.669 1285 1289 1292 rBV6 24595 39058 3.62% 0.285%
47 9.822 1310 1315 1317 rBv4 38347 61907 5.74% 0.451%
48 9.880 1323 1325 1327 rBV 25112 23461 2.17% 0.171%

49 9.916 1327 1331 1335 rVV 976243 920027 85.29% 6.703%
50 10.127 1364 1367 1371 rBV 146830 131838 12.22% 0.961%

51 10.322 1398 1400 1401 rBVZ2 24865 19016 1.76% 0.139%
52 10.363 1405 1407 1412 rVvv4 32135 31502 2.92% 0.230%
53 10.457 1420 1423 1427 rBV2 89500 79238 7.35% 0.577%

54 10.704 1461 1465 1471 rVB 237723 237074 21.98% 1.727%
55 10.774 1474 1477 1481 rBV 771989 635560 58.92% 4.631%

56 10.816 1481 1484 1488 rVB5 46474 73833 6.84% 0.538%
57 11.169 1542 1544 1547 rBV 53643 41551 3.85% 0.303%
58 11.404 1580 1584 1591 rBV 1086929 931472 86.35% 6.787%
59 11.598 1614 1617 1622 rBV4 37125 55824 5.18% 0.407%

60 11.680 1628 1631 1635 rBV 133010 115786 10.73% 0.844%

61 11.968 1676 1680 1689 rVB 1207045 1038317 96.26% 7.565%
62 12.751 1811 1813 1820 rVB 114813 105084 9.74% 0.766%
63 12.980 1849 1852 1855 rBV 380808 333682 30.93% 2.431%
64 13.015 1855 1858 1872 rVB 1187709 1078713 100.00% 7.860%
65 13.704 1972 1975 1981 rVB 72563 75912 7.04% 0.553%

66 13.939 2012 2015 2024 rVB 835244 823694 76.36% 6.001%
67 14.009 2024 2027 2029 rVvVv 162791 140990 13.07% 1.027%
68 14.039 2029 2032 2036 rVB 677183 612916 56.82% 4._.466%
69 14.557 2117 2120 2124 rBV 39347 49141 4._56% 0.358%
70 14.786 2155 2159 2175 rVB 521543 633220 58.70% 4.614%

71 15.515 2278 2283 2288 rBV 534905 660979 61.27% 4.816%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.809 2328 2333 2341 rBV2 127824 228811 21.21% 1.667%

73 16.474 2443 2446 2454 rVB5 17392 32086 2.97% 0.234%
Sum of corrected areas: 13724921
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100669.D
1400000

1200000
1000000
800000 6.88
600000
400000

3. 96 7.43
200000 ]\ 549 6.49’\ - H
7.22 || TEEERG
o229 ] A v e X;

 E e e L e e e o e L e o e e L E e e e e L
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100669.D

1400000 11.97 13102
11.40

1200000
9.92
8.16

1000000 10.77

800000

12,98

11.68 12.75
lad U

0 AL AN AANT DN
—T— T T [ T T T T | T T T T T T T T [ T T T T [ T T T T | T T T T

T
Time--> . . . 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF100669.D
1400000

600000

400000

2000007

1200000

1000000 1394

14.04
800000
600000

400000

200000

SN ————— s, L.

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 6

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

6.65 7.81 ng 233722 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 776 (6.651 min): BF100669.D (-771) (-) m/z 132.00 100.00%
13p.0
5000
68.0
200 96.1 640 6.60 6.80 7.00
0 o o N I m/z 134.00 34.41%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e e T
41.0 or.0 m/z 68.00 31.38%
ol R N“l‘.‘.“l‘. ...lufl:.l-d.'?. .H.|....|....|....|.... AR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 19.51%
51.0 70.0 86.0
S L S L WL B L B WL L B S B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 11.89%
5000
105.0
o 8.0 TR0 | | | 15001780  206.0222.0
m/z--> 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 22'0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.93 3.12 ng 93297 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 59
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 53
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 53

Abundance Scan 823 (6.928 min): BF100669.D (-821) (-) m/z 57.10 100.00%
57.1
5000
43.
|| 7°|-1 83i-° %81 6.60 6.80 7.00 7.20
0"I""I""I'"'I""I'"'I""II"'"I'!"I"'!I""I""I""I""I""I""I""I m/z 43.05 32.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20
29.0 70.0 g30 m/z 41.05 28.37%
98.0
Ollsol“l“ll“l‘ll“ 1120 SRS AN BARAI RARMS SALAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
42.0 6.60 6.80 7.00 7.20
5000 m/z 55.05 24 _.91%
29.0

71.0
830 ggo 1120 128.0 143.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #74058: Heptyl isobutyl carbonate
57.0 6.60 6.80 7.00 7.20
m/z 56.00 18.42%
5000
41.0
29.0 70.0

0 Ll Ly 830 980 1190 161.0

B B L L L L L B L oS R R N L E A Ea A AR na ey aa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF110817.M Mon Nov 20 12:40:03 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Nonanol Concentration Rank 10

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

7.95 4.32 ng 176629 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Octanol 130 C8H180 000111-87-5 80
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 53
4 Cvclopentane. 1.2-dimethvyl- 98 C7H14 002452-99-5 52
5 Isopropylcyclobutane 98 C7H14 000872-56-0 52

Abundance Scan 997 (7.951 min): BF100669.D (-993) (-) m/z 55.10 100.00%
54|11
41.0
70.0
>0 Mw
83.1
97.1
| ‘ | h “ 7.60 7.80 8.00 8.20
ol el el el e e e | M/Z 56.05 99 60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21104: 1-Nonanol
41.0 56.0
70.0
29.0
5000
83.0 7.60 7.80 8.00 8.20
98.0 m/z 41.05 81.14%
0 15\0 Al ] Al | 1110 126.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56.0
41.0 T T T T T T T
70.0 760 7.80 8.00 820
5000 84.0 m/z 43.05 73.35%
29.0

97.0 1120 129.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans- T e T
410 56.0 70.0 7.60 7.80 8.00 8.20
' m/z 70.05 63.25%
5000
27.0
83.0
15.0 ‘ 98.0
oo
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Nonanoic acid Concentration Rank 16

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

8.51 2.38 ng 97302 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 72
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 47
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 1092 (8.510 min): BF100669.D (-1089) (-) m/z 60.00 100.00%
6d.0
5000
97.1 1991
8.20 8.40 8.60 8.80
0 B o S B o e m/z 73.00 75.36%
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60.0
5000
29.0 8.20 8.40 8.60 8.80
H 670 115.0 m/z 57.05 52.14%
0..“.‘ WIH“ “‘l“.”.““i‘.‘...1|58.'0...|.... ————
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
820 840 860 8.80
5000 m/z 55.00 51.32%
101.0
29.0
129.0
L L S L A L L IS WL W
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt R e AR RERE
60.0 8.20 8.40 8.60 8.80
0
170 m/z 41.00 46 .31%
5000
29.0 87.0
0..u.‘.'l"‘J.“.Jm.'ll‘.‘...|....|25L6..0.2.49'(.)...|....35?.0. AR RAEE R nEs e
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexane, 2,3,4-trimethyl- Concentration Rank 9

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

9.39 5.70 ng 262206 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 53
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 47
4 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 43
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 1242 (9.392 min): BF100669.D (-1236) (-) m/z 43.05 100.00%

.0 570 710

5000
111.1 126.1 141.1 157.1 9.00 9.20 9.40 9.60 9.80
o B B N I o e o m/z 71.05 86.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0
2000 9.00 9.20 9.40 9.60 9.80
57.0 71.0 g50 . . . . .
29.0 m/z 57.00 81.16%
. I M‘ il \‘ 99.0 1130 128.0
T e L i e o o o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 57,0 71.0
T T T T T T T
85.0 9.00 9.20 9.40 9.60 9.80
5000 126.0 m/z 85.10 60.43%
0 112.0 140.0 155.0 184.0
L B e o o e I A LA o e o o R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48850: Dodecane, 4-methyl-
43.0 9.00 9.20 9.40 9.60 9.80
57.0 71.0 m/z 41.10 56.48%
5000 85.0
29.0
140.0
0 ‘ ‘\ ‘ 99\01130 | 155.0169.0 184.0
L B e o o e o e L LI I e R o  E EEREE
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9. 20 9. 40 9. 60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 Dodecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.13 2.87 ng 131838 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Nonanoic acid 158 C9H1802 000112-05-0 53
3 Octanoic acid 144 C8H1602 000124-07-2 47
4 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38

Abundance Scan 1367 (10.127 min): BF100669.D (-1364) (-) m/z 60.00 100.00%
60.0
43.1
5000
85.0 129.1 157'1 L TT 1T T T TT TTrrr T TT
| “ 101.0 1700 200.2 9.80 10.00 10.20 10.40
0 AL : m/z 73.00 93.89%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
5000 LIS L L L L L L L LB
g5.0 1290 9.80 10.00 10.20 10.40
101.0 m/z 43.10 75 .55%
il O 1m0
Ot AL .w. .“l“ L ,h...h‘,..‘:. S N .1?:.39. -
miz--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
e
41.0 9.80 10.00 10.20 10.40
5000 m/z 41.10 65.78%
115.0
87.0
0l 15.0 130.0  158.0
T o R o
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #20840: Octanoic acid L o o o
60.0 9.80 10.00 10.20 10.40
m/z 55.10 65.45%
5000 43.0
270 ‘ 85.0 101.0
0 \wm\\\wm“‘m e
miz--> 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Methoxyacetic acid, 4-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.77 13.65 ng 635560 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 4-tetradecvl... 286 C17H3403 1000282-05-0 72
2 Methoxvacetic acid. 2-tridecvl e... 272 C16H3203 1000282-04-5 58
3 Methoxvacetic acid. 3-tridecvl e... 272 C16H3203 1000282-04-6 47
4 3-Ethvl-3-methvl-2-pentanol 130 C8H180 066576-22-5 43
5 Diethylene glycol hexyl ether 190 C10H2203 000112-59-4 38
Abundance Scan 1476 (10.769 min): BF100669.D (-1474) (-) m/z 45.05 100.00%
43.0
71.0
5000
A
0 10.40 10.60 10.80 11.00
124.1 : - : :
o bt 1740 2000 | "m/z 43.05 91.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132963: Methoxyacetic acid, 4-tetradecy! ester
45.0
71.0 A B
5000 AU R

10. 40 10. 60 10 80 11.00
210 m/z 57.10 70.73%

99.0
117.0 197.0
el g, SR 00 a0 2t
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance

57.0

1040 10.60 10.80 11.00
5000 m/z 71.05 62.82%

29.0 85.0
. 1130 1410 183.0 9290
L L L L L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance L L e B B

#121117: Methoxyacetic acid, 3-tridecyl ester
45.0 10.40 10.60 10.80 11.00

m/z 41.10 44 _39%

5000 110
270
| ‘ 99.0 1270 1550 1830 2150

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10 80 11. 00

8270-BF110817.M Mon Nov 20 12:40:07 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentaethylene glycol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.68 2.49 ng 115786 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol 238 C10H2206 004792-15-8 58
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 58
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 53
2-12-T2-12-12-12-12-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 53
5 Tetraethylene glycol 194 C8H1805 000112-60-7 53
Abundance Scan 1631 (11.680 min): BF100669.D (-1628) (-) m/z 45.00 100.00%

.0

5000

11.40 11.60 11.80 12.00

126.1 148.1170.1 198.1

232.1

0 m/z 43.10 56.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91749: Pentaethylene glycol
45.0
5000 LA L L L L L LB LB
11.40 11.60 11.80 12.00
89.0 m/z 57.05 49_11%
0 19.0, I h‘ 133.0 163.0 195.0219.0
T P T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45.0
R B EARE S EEEE S
11.40 11.60 11.80 12.00
5000 89.0 m/z 89.10 39.18%
133.0
o 163.0 195.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165400: Heptaethylene glycol
45.0 11.40 11.60 11.80 12.00
m/z 71.10 37.02%
5000 89.0
133.0
ol290, Il 4 | | 1770 207.0 239.0  283.0
T P e e e e e e e e e e P T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl11.97 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.97 22.29 ng 1038320 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 49
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 49
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 47
4 Ethanol. 2-T2-(2-methoxvethoxv)e... 164 C7H1604 000112-35-6 43
5 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 38
Abundance Scan 1680 (11.968 min): BF100669.D (-1676) (-) m/z 45.05 100.00%
458.0
5000 710
7.1 1241 11.60 11.80 12.00 12.20
0 151 872 2211 246.2 m/z 43.10 54.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128698: Hexaethylene glycol
45.0
5000 R DA DU DN BN B
89.0 1160 11.80 12,00 12.20
m/z 57.10 41 .34%
133.0
0 T ‘ 163.0 195. 0 240.0
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 240 2é0 2éo
Abundance
45.0
1160 11.80 12,00 12.20
5000 m/z 71.05 38.31%
89.0
o190 67.0 1330 1770 2070 239.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91747: Pentaethylene glycol R BB EE R ey
45.0 11.60 11.80 12.00 12.20
m/z 89.05 31.96%
5000
89.0
oL290) | ! 133.0 163.0 1950
m/z--> 25 46 éo 85 160 150 150 160 180 200 220 240 2é0 2éo 11.60 11.80 12.00 12.20

8270-BF110817.M Mon Nov 20 12:40:08 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexaethylene glycol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.75 3.43 ng 105084 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 72
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 72
3 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 72
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 64
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64

Abundance Scan 1813 (12.751 min): BF100669.D (-1811) (-) m/z 45.00 100.00%

48.0
5000 89.0

12.40 12.60 12.80 13.00

1331 1621 206.1 236.1259.2

2.0

01 m/z 89.00 47 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128698: Hexaethylene glycol
45.0
5000
89.0 12.40 12.60 12.80 13.00
m/z 43.10 43 .20%
133.0
0 T ‘ 163.0 195.0 240.0
AR B L o L L e AR AL RRRA RE R EE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45.0 I
LN B E T
12.40 12.60 12.80 13.00
5000 89.0 m/z 71.10 36.65%
133.0
0 19.0 177.0 207.0 239.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol R
45.0 12.40 12.60 12.80 13.00

m/z 57.05 36.63%

5000 89.0

190, | l67.0 [l 1330 163.0 1880 MNWWW&WJL~N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.94 26.88 ng 823694 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 83
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 72
3 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 72
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 72
5 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 72

Abundance Scan 2015 (13.939 min): BF100669.D (-2012) (-) m/z 45.05 100.00%

458.0

5000

VAN
LI I e L

133.1 13.60 13.80 14.00 14.20
. 171.2193.1215.2  252.1 277.2

0 m/z 89.05 47 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol

45.0
5000 89.0 "H""""""I
13.60 13.80 14.00 14.20
m/z 43.10 42 .95%
133.0
o290, || 67.0 L7 1es0 2070 2510

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45.0

13.60 13.80 14.00 14.20

5000 m/z 71.10 29.58%
89.0
0l 19:0 67.0 1330 1630 19502190 251.0 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol R ERREEEEE
45.0 13.60 13.80 14.00 14.20

m/z 57.10 28 .85%

5000 89.0

100, |l Jb7.0 | | Bml%M%O ,MMAMJMWWWM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. OO 14. 20

o

8270-BF110817.M Mon Nov 20 12:40:10 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100669.D

Aca On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexaethylene glycol monodod... Concentration Rank 8

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

15.81 6.92 ng 228811 Perylene-di12 15.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 87
2 2-I2-T2-T2-T2-T2-T2-(2-Hvdroxyet... 370 C16H3409 005117-19-1 87
3 2-12-T2-T2-T2-T2-12-T2-T2-T2-(2-... 502 C22H46012 1000352-13-2 83
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 83
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 80

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

Abundance Scan 2333 (15.809 min): BF100669.D (-2328) (-)
44.0
89.0
5000
o 177.1 219.1 267.1
i

400 450

Abundance #227076: Hexaethylene glycol monododecy! ether
45.0
5000 89.0
133.0
ol | 17702130 257.0 317.0 3630 407.0 451.0
T T T T T T T T e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
45.0
89.0
5000
133.0
0 177.0 221.0  283.0 327.0
e o B e e B e e BB B s
m/z--> 0 50 100 150 200 250 300 350 400 450

m/z 44.95 100.00%

-

15.40 15.60 15.80 16.00 16.20

m/z 89.05 55.56%

-

15.40 15.60 15.80 16.00 16.20

m/z 43.05 39.00%

3

15.40 15.60 15.80 16.00 16.20

m/z 71.05 28 .75%

Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth... e
45.0 15.40 15.60 15.80 16.00 16.20
0
89.0 m/z 57.05 28.22%
5000
133.0
ol Aj‘l Lo 1130 221.0 265.0 309.0 415.0 459.0
e T T T T T e e e e e e e B e e e
miz-> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00 16.20

8270-BF110817.M Mon Nov 20 12:40:10 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111717\
Data File : BF100669.D

Acq On : 17 Nov 2017 11:41

Operator : SJ/JU

Sample : 16477-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown6 .65 6.65 7.8 ng 233722 1 6.88 598821 20.0
1-Hexanol, 2-ethyl- 6.93 3.1 ng 93297 1 6.88 598821 20.0
1-Nonanol 7.95 4.3 ng 176629 2 8.16 818379 20.0
Nonanoic acid 8.51 2.4 ng 97302 2 8.16 818379 20.0
Hexane, 2,3,4-tri... 9.39 5.7 ng 262206 3 9.92 920027 20.0
Dodecanoic acid 10.13 2.9 ng 131838 3 9.92 920027 20.0
Methoxyacetic aci... 10.77 13.7 ng 635560 4 11.40 931472 20.0
Pentaethylene glycol 11.68 2.5 ng 115786 4 11.40 931472 20.0
unknownl1l.97 11.97 22.3 ng 1038320 4 11.40 931472 20.0
Hexaethylene glycol 12.75 3.4 ng 105084 5 14.04 612916 20.0
3,6,9,12,15-Penta... 13.94 26.9 ng 823694 5 14.04 612916 20.0
Hexaethylene glyc... 15.81 6.9 ng 228811 6 15.52 660979 20.0
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