LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 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-BF012519.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 3.781 281 288 299 rBV 127485 218690 3.87% 0.704%
2 5.475 573 576 590 rVB 168819 194109 3.44% 0.625%
3 5.787 625 629 636 rBV 91639 98650 1.75% 0.318%
4 6.492 746 749 760 rBV 96598 148557 2.63% 0.478%
5 6.616 766 770 776 rVB 442518 412766 7.31% 1.329%
6 6.839 804 808 812 rBV 639151 590237 10.46% 1.900%
7 6.898 815 818 824 rVvv2 72276 77455 1.37% 0.249%
8 6.992 830 834 842 rVB 974919 824907 14.61% 2.656%
9 7.239 869 876 879 rBV 453431 429950 7.62% 1.384%
10 7.398 900 903 907 rVB 312787 287022 5.08% 0.924%

11 7.445 907 911 914 rVB 1365407 1081505 19.16% 3.482%
12 7.551 917 929 936 rBV2 203634 450159 7.97% 1.449%
13 7.863 979 982 985 rVvB2 104961 86430 1.53% 0.278%
14 8.122 1020 1026 1027 rBV 776002 742931 13.16% 2.392%
15 8.145 1027 1030 1033 rVvV 1889305 1609891 28.52% 5.183%

16 8.169 1033 1034 1039 rVB 253634 191746 3.40% 0.617%
17 8.292 1047 1055 1058 rBV 4380827 5645087 100.00% 18.174%
18 8.428 1075 1078 1087 rVB 222825 253071 4.48% 0.815%
19 8.716 1122 1127 1131 rBV3 148897 171865 3.04% 0.553%
20 9.192 1204 1208 1213 rBV 763331 665772 11.79% 2.143%

21 9.345 1230 1234 1243 rBV 154962 165136 2.93% 0.532%
22 9.416 1243 1246 1247 rVV 114378 108261 1.92% 0.349%
23 9.463 1251 1254 1256 rVvVv2 185024 225794 4._00% 0.727%
24 9.480 1256 1257 1261 rVvVv2 122289 108540 1.92% 0.349%
25 9.522 1261 1264 1272 rVV2 74105 107224 1.90% 0.345%

26 9.580 1272 1274 1280 rVB 67358 72431 1.28% 0.233%
27 9.675 1287 1290 1294 rBV 1070644 888043 15.73% 2.859%
28 9.827 1309 1316 1319 rBV 1990725 2413022 42.75% 7.769%
29 9.874 1321 1324 1331 rVB 941424 1123215 19.90% 3.616%
30 9.969 1331 1340 1341 rBV 238154 514347 9.11% 1.656%

31 10.045 1350 1353 1359 rVB2 61550 82000 1.45% 0.264%
32 10.192 1374 1378 1383 rBV 429776 465698 8.25% 1.499%
33 10.574 1439 1443 1446 rBvV 250731 204180 3.62% 0.657%
34 10.669 1455 1459 1464 rBV 313255 341749 6.05% 1.100%

8270-BF012519.M Thu Jan 31 15:51:27 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.733 1464 1470 1474 rVV 218980 260100 4.61% 0.837%

36 10.804 1479 1482 1485 rVV 633850 520926 9.23% 1.677%
37 10.857 1485 1491 1498 rVB 787560 1247456 22.10% 4.016%

38 11.221 1550 1553 1555 rBV 79650 68645 1.22% 0.221%
39 11.251 1555 1558 1564 rVB2 64241 83310 1.48% 0.268%
40 11.321 1567 1570 1573 rVB 118303 92332 1.64% 0.297%
41 11.357 1573 1576 1580 rBVY 684723 614393 10.88% 1.978%
42 11.604 1615 1618 1620 rBVY 65187 57067 1.01% 0.184%
43 11.680 1628 1631 1632 rBVY 84937 76009 1.35% 0.245%
44 11.698 1632 1634 1638 rVV 83068 90150 1.60% 0.290%

45 11.745 1639 1642 1648 rVB 228566 212057 3.76% 0.683%

46 11.886 1663 1666 1669 rBVY 200323 205326 3.64% 0.661%
47 11.921 1669 1672 1675 rVV 259399 210490 3.73% 0.678%
48 12.045 1690 1693 1699 rBVY 314834 323986 5.74% 1.043%
49 12.333 1740 1742 1745 rBVY 72860 65549 1.16% 0.211%
50 12.445 1758 1761 1764 rBV 319548 323463 5.73% 1.041%

51 12.580 1782 1784 1790 rBvV4 88339 191874 3.40% 0.618%
52 12.668 1796 1799 1804 rBV 370076 424949 7.53% 1.368%
53 12.810 1821 1823 1827 rBV2 105703 104039 1.84% 0.335%
54 12.939 1842 1845 1848 rBV 598284 606743 10.75% 1.953%
55 12.968 1848 1850 1855 rVB 304759 323727 5.73% 1.042%

56 13.074 1865 1868 1872 rBV 617628 596185 10.56% 1.919%
57 13.163 1881 1883 1886 rBV 145282 165870 2.94% 0.534%
58 13.298 1903 1906 1909 rBV 192843 252857 4.48% 0.814%
59 13.427 1926 1928 1934 rVB2 341941 372042 6.59% 1.198%
60 14.004 2022 2026 2031 rVB2 786609 1078853 19.11% 3.473%

61 14.839 2165 2168 2171 rBV 522037 580024 10.27% 1.867%
62 15.480 2274 2277 2284 rVB 724367 911715 16.15% 2.935%

Sum of corrected areas: 31060577
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- Integrated Chromatogram

LSC Report
Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D
Aca On : 30 Jan 2019 14:31
Operator : Ju/SJ
Sample : K1250-04 5X
Misc :
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M

POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF112320.D

7.45
6.99

0 N
Time--> 2.50 3.00 3.50 4.00

I I
4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

4000000

3000000

2000000 8.15

1000000 ali2

7.86

TIC: BF112320.D

0 LA
o LI

Time--> 8.00 8.50 9.00 9.50

T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3000000

14.00 14.84
2000000
13.43

1000000

TIC: BF112320.D

15.48

o
Time-->  13.50 14.00 14.50 15.00

I
15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanol, 4-methyl- Concentration Rank 17

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

3.78 7.41 ng 218690 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 78
3 2-Heptanol 116 C7H160 000543-49-7 40
4 Propanenitrile. 3-methoxv- 85 C4H7NO 000110-67-8 9
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 9

Abundance Scan 288 (3.781 min): BF112320.D (-281) (-) m/z 45.05 100.00%
45
5000 /\\\___
69 SRR NN
39| 5 57 87 3.40 3.60 3.80 4.00 4.20
o ) TS O m/z 43.05 25.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000 UL VRN AR SRR
3.40 3.60 3.80 4.00 4.20
97 39‘ 69 m/z 41.10 20.55%
o 18 |33 I||| 515 63 | 8 am
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4404 2-Hexanol
45
3.40 3.60 3.80 4.00 4.20
5000 m/z 69.10 20.34%
- 69
I e N 1 N AN NS U S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8308: 2-Heptanol A e L RRREam
45 3.40 3.60 3.80 4.00 4.20
m/z 39.00 9.51%
5000
o 15 [133%9)] 61 70778 o 100 115
m/z--> 10 20 30 4'0 50 60 7'0 8|0 90 1(')0 110 120 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 7

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

6.62 13.99 ng 412766 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF112320.D (-766) (-) m/z 132.00 100.00%
5000
68 A_
40 s a7 105 101 620 6.40 6.60 6.80 7.00
0 e m/z 134.00 32.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR A S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 32.51%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.92%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 13.43%
5000 98 116
ob ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?,
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 6

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

7.24 14.57 ng 429950 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 83
2 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 74
3 3-Hexene. 1-(1l-methoxvethoxv)-. ... 158 C9H1802 054340-96-4 50
4 1.7-Octanediol. 3.7-dimethvl- 174 C10H2202 000107-74-4 50
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 50

Abundance Scan 876 (7.239 min): BF112320.D (-869) (-) m/z 59.10 100.00%
59
5000
43
9 95 123 7.00 7.20 7.40 7.60
0...,....',|'|.-..-|.'-'i. e 218 m/z 43.05 21.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
59
5000
7.00 7.20 7.40 7.60
43 m/z 55.05 20.94%
69 83 g5 123
33 109 136 154 175
o 1—rJ+“'..|'”...'.|‘....||....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28320: 2-Octanol, 2-methyl-6-methylene-
59
7.00 7.20 7.40 7.60
5000 m/z 41.10 15.85%
43
69
‘ ‘ ‘ 8 o7 112 123
ol il e T w30 s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30292: 3-Hexene, 1-(1-methoxyethoxy)-, (2)-
59 7.00 7.20 7.40 7.60
m/z 83.10 11.22%
5000
41 83
0 15 \2\‘9‘ \‘\ ‘ . \70\ 1 96 127
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.55 12.12 ng 450159 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 50
5 Methyl-4-deoxy-2,3-di-O-methyl._b... 218 C9H1406 1000312-09-9 40

Abundance Scan 929 (7.551 min): BF112320.D (-917) (-) m/z 73.00 100.00%
] q
5000 a
101
l 1o 7.20 7.40 7.60 7.80
ob—— e m/z 88.10 79.73%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
]
5000
41 7.20 7.40 7.60 7.80
101 m/z 41.10 36.64%
oL19 LT g
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88
7.20 7.40 7.60 7.80
5000 m/z 57.05 32.38%
6
0 ‘n dlk. i \109 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl- N L o e
88 7.20 7.40 7.60 7.80

m/z 87.00 22 .43%

5000

MJHLGE. 158

T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Ethanol, 2-phenoxy- Concentration Rank 1

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

8.29 151.97 ng 5645090 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 97
2 Carbonic acid. neopentvl phenvl ... 208 C12H1603 013183-19-2 64
3 Acetic acid. phenvl ester 136 C8H802 000122-79-2 50
4 Phenol 94 C6H60 000108-95-2 47
5 Benzene, ethoxy- 122 C8H100 000103-73-1 42

Abundance Scan 1055 (8.292 min): BF112320.D (-1047) (-) m/z 94.10 100.00%
M
5000
o6 o 138
39 5|1 I 07 10 54 800 820 840 8.60
o..”,..”hJu”,d.”,..h,.h”,..”n..”,..”,..”,..” m/z 77.10 32.77%
m/z--> 20 40 100 120 140 160 180 200
Abundance #17281: Ethanol, 2-phenoxy-
W
5000 8.00 8.20 8.40 8.60
77 : - : :
40 51 66 ‘ L m/z 138.10 29.18%
ol 25 i .|..| 'l--.'-'|---.----.1-(')-7-1-1.9----.----.----.----.----
m/z--> 20 100 120 140 160 180 200
Abundance #67505. Carbonlc acid, neopentyl phenyl ester
M
4 800 820 840 8.60
5000 m/z 66.10 18.53%
0 ‘ ‘H 1 ‘ 107121 149 193 208
m/z--> 20 ' 60 80 160 120 140 160 180 260
Abundance #16302. Acetic acid, phenyl ester
9% 8.00 8.20 8.40 8.60
m/z 95.05 15.50%
5000
43
ol 15 27 |l 55 | 77 | 105 120
m/z--> 20 40 60 8|0 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Dodecanol Concentration Rank 5

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

9.67 15.81 ng 888043 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 Cvclododecane 168 Cl12H24 000294-62-2 91
5 3-Chloropropionic acid, dodecyl ... 276 C15H29CI02 074316-16-8 91

Abundance Scan 1289 (9.669 min): BF112320.D (-1287) (-) m/z 55.05 100.00%

55
69
83
5000 97
111

125 140 qeq 165 90 9.60 980 10,00
0 ..|.'.,....,..1??,....,....,. m/z 41.10 96.95%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50304: 1-Dodecanol
43 55 69
83

5000
940 9.60 9.80 10.00
m/z 43.10 89.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61342: n-Tridecan-1-ol
43 56 69
83

T T
9.40 9.60 9.80 10.00
5000 ” 97 m/z 69.10 76.60%
111
125 154
ol 18 I ‘ Al H ‘ ‘ h I 140 7| 165 182
LA I I i i T T
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #72861. 1-Tetradecanol
43 55 49 9.40 9.60 9.80 10.00
83 m/z 70.10 66.75%
97
5000 29
111
125 168
S T
m/z--> 40 60 80 0 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 N-Dodecylmethylamine Concentration Rank 14

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

9.97 9.16 ng 514347 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Dodecvlmethvlamine 199 C13H29N 1000342-26-1 64
2 1-Methvldecvlamine 171 C11H25N 013205-56-6 56
3 2-Butanamine. 3.3-dimethvl- 101 C6H15N 003850-30-4 50
4 1-Octadecanamine. N-methvl- 283 C19H41N 002439-55-6 40
5 2-Hexanamine, 5-methyl- 115 C7H17N 028292-43-5 39

Abundance Scan 1340 (9.969 min): BF112320.D (-1331) (-) m/z 44.10 100.00%
a4
5000 /\\/W\_
T T
55 g9 9.60 9.80 10.00 10.20
Ol bt o B3 100 114 128 142 156 170 184 199 | .07 10 8.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60556: N-Dodecylmethylamine
44
5000 A VU U
9.60 9.80 10.00 10.20
m/z 43.10 7.30%
oL 1829 | 57 70 86 100 114 128 142 156 170 184 199
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39036: 1-Methyldecylamine
44
9.60 9.80 10.00 1020
5000 m/z 55.10 6.09%
o 18 30 | 55 69 83 97 111 126 156 170
m/z--> ﬁo 40 60 80 100 120 140 160 180 200
Abundance #4167: 2-Butanamine, 3,3-dimethyl- T R T
44 9.60 9.80 10.00 10.20
m/z 57.10 4 _.39%
- WAWN“A«“/\\JN\ANNJ\hANWA,
0 28 | 55 €9 8F 101
m/z--> 20 40 60 80 100 120 140 160 180 200 0.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Undecanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.19 8.29 ng 465698 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecanol 172 C11H240 000112-42-5 91
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 Cyclododecane 168 C12H24 000294-62-2 91
Abundance Scan 1378 (10.192 min): BF112320.D (-1374) (-) m/z 55.10 100.00%
43 P 69
83
5000 97
111 e T e
125 154 9.80 10.00 10.20 10.40 10.60
ol el 239 AT 178 187 0 /7 69.10 84.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39772: 1-Undecanol
41 69
83
5000 97 IR R B
31 9. 80 10. oo 10 20 10 40 10. 60
11 m/z 43.10 80.41%
126
oL 14 L 154
m/z--> 20 40 60 80 100 150 150 1éo 1éo
Abundance #61342: n-Tridecan-1-ol
48 55 69
83 AR IR SRR BN B
9.80 10.00 10.20 10.40 10.60
5000 " 97 m/z 41.10 80.36%
111
125 154
o e O ‘ ‘ ‘\ A 0 ] 165 182
m/z--> 20 40 60 80 100 1 o 140 160 180
Abundance #50315: 1-Dodecanol A BARET S o e
43 55 69 9.80 10.00 10.20 10.40 10.60
83 m/z 83.10 75.64%
5000 29 97
111
125 140
m/z--> 20 40 60 80 o 140 160 180 9. 80 10. oo 10 20 10 40 10. 60

8270-BF012519.M Thu Jan 31 15:51:35 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl10.73 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.73 8.47 ng 260100 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol hexvl ether 190 C10H2203 000112-59-4 43
2 10-MethvlInonadecane 282 C20H42 056862-62-5 35
3 2-methvltetracosane 352 C25H52 1000376-72-6 35
4 Tetradecane 198 C14H30 000629-59-4 27
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 27
Abundance Scan 1469 (10.727 min): BF112320.D (-1464) (-) m/z 45.05 100.00%

71

5000

9 LB e e e e

. 107124 155 179 201 10.40 10.60 10.80 11.00

m/z 43.05 82.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52782: Diethylene glycol hexyl ether

10.40 10.60 10.80 11.00
m/z 71.10 69.28%

5000

115133 159

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129494: 10-Methylnonadecane
57
I BB AAERmmaE S
85 10.40 10.60 10.80 11.00
5000 m/z 57.05 64 .06%
29 . 154
o.npﬂq”.mlthmw.h”.JL””.”.””.”.uuzfi.n.nnpnq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185534: 2-methyltetracosane B BaEEE e
57 10.40 10.60 10.80 11.00
m/z 41.05 46.98%
5000
29
ok Ll 141 169 197 225 253 309 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10. 60 10 80 11. OO

8270-BF012519.M Thu Jan 31 15:51:36 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetradonium Bromide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 16.96 ng 520926 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
2 n-Octvl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 72
3 1-Decanamine. N.N-dimethvl- 185 C12H27N 001120-24-7 72
4 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 72
5 1-Heptanamine, N,N-dimethyl- 143 C9H21IN 005277-11-2 56
Abundance Scan 1481 (10.798 min): BF112320.D (-1479) (-) m/z 58.05 100.00%
58
5000
a1 10,40 10.60 10.80 11.00 11.20
Obrrr il 70, 84 100114128142 161 194 226241 | Thsz 41.10  4.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #173125: Tetradonium Bromide
58
5000 AR AR DU B B

10.40 10.60 10.80 11.00 11.20
m/z 59.10 4.79%

15 29 43 | 71 8496 110 135149 226 241
A o e b e e A ARAR RAEEE LS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102822: n-Octyl trimethyl ammonium bromide
58
10.40 10.60 10.80 11.00 11.20
5000 m/z 43.10 3.28%
> 2942 | 71 9 194 135 157
R B B e R RRA S A AR R L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49544: 1-Decanamine, N,N-dimethyl- R L B
58 10.40 10.60 10.80 11.00 11.20

m/z 42.10 2.81%

5000

15 29 43 | 71 84 98 114128 156170 185
i B T e R s

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.75 6.90 ng 212057 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 91
4 Pentadecanoic acid. 13-methvl-., ... 270 C17H3402 005487-50-3 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 1643 (11.751 min): BF112320.D (-1639) (-) m/z 74.00 100.00%

W g7
5000 43

1571711851995 5 11.40 11.60 11.80 12.00
m/z 87.00 83.36%

o

I.I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #119408: Hexadecanoic acid, methyl ester
YA
87
5000
43 11.40 11.60 11.80 12.00
143 m/z 43.10 42 .29%
. I o 101115129 | 157171185199213227 47 270
,”.w.”.“um,h.w.”.“.”,”...”...” Lt
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester
4
B B .
87 11.40 11.60 11.80 12.00
5000 43 m/z 57.10 36.40%
101115129143
ob M || | 1011151297 157171185199213227241 270
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84513: Dodecanoic acid, 10-methyl-, methyl ester  REEEE
4 11.40 11.60 11.80 12.00
g7 m/z 55.10 28.37%
41
5000 55
‘ 143 185 228
01 129 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF012519.M Thu Jan 31 15:51:37 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.85 ng 210490 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 59
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 59
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 58
4 Pentaethvlene alvcol 238 C10H2206 004792-15-8 53
5 Hexaethylene glycol 282 C12H2607 002615-15-8 53
Abundance Scan 1672 (11.921 min): BF112320.D (-1669) (-) m/z 45.05 100.00%
45
5000
71 89
108 134 141155170 187201 229 260 1160 1180 12.00 12.20_
01 m/z 43.10 44 .26%
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 R UM UL BN SRR
11,60 11.80 12.00 12.20
29 o 75 50 m/z 88.95 34.64%
0 .}.Sl .'!|.. 'l. 3119 144
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
11.60 11.80 12.00 12.20
5000 89 m/z 71.10 31.95%
29 973 || 103
NELIN ‘ ﬁ 117 m 147163177 207 251
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance #165401: Heptaethylene glyCOl LI L L L N BN |
45 11.60 11.80 12.00 12.20
m/z 57.10 27 .41%
5000
89
o 2| %973 1031171?3147163177191207221 239 267281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 11.80 12.00 12.20

8270-BF012519.M Thu Jan 31 15:51:38 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl12.05 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.05 10.55 ng 323986 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanol 284 C19H400 026533-36-8 49
2 Tetradecane 198 C14H30 000629-59-4 44
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 38
4 Pentadecane 212 C15H32 000629-62-9 35
5 2-Pentadecanol 228 C15H320 001653-34-5 30
Abundance Scan 1694 (12.051 min): BF112320.D (-1690) (-) m/z 57.10 100.00%
57
5000 85
111 " 1180 12.00 12.20 12.40
137 168 199
Y —. il e P22es . m/z 43.10 83.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131389: 2-Nonadecanol
45
5000 LS SR BUREU BULIULN B
nmnmnmnm
197 m/z 71.10 71.25%
o 125 153 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57
" 1180 12.00 12.20 12.40
5000 85 m/z 45.00 69.00%
29
miz--> ""s'o""lc')o'"iéo'"'zod"'zsd"'soo"'ééo""460'"
Abundance #217413: Heptacosane, 1-chloro- T T T T
57 11.80 12.00 12.20 12.40
m/z 85.10 48 .49%
5000 85
29
ol L1 U L, 141162183 211 239 273 301322343 371 414
IIIIIII III'"'I""I""I""I""IIII TrTTTTTTT T T T T T T T T T T
m/z--> 50 mo 150 200 250 300 350 400 11.80 12.00 12.20 12.40

8270-BF012519.M Thu Jan 31 15:51:39 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.44 10.53 ng 323463 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Tetradecane 198 C14H30 000629-59-4 80
3 Diethvlene alvcol monododecvl ether 274 C16H3403 003055-93-4 68
4 E-14-Hexadecenal 238 C16H300 330207-53-9 53
5 Heptadecane 240 C17H36 000629-78-7 51

Abundance Scan 1760 (12.439 min): BF112320.D (-1758) (-) m/z 57.10 100.00%

57
43

71

5000

99 12.20 12.40 12.60 12.80

113127141155 180 202 225240254 271

0 m/z 43.10 80.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
71
5000 85 RN AR AR AR R
12.20 12.40 12. 60 12. 80
m/z 45.05 65.18%
9113
0 1 | L4 ] 1§7141155169183197211225 254
m/z--> 2|0 4IO 60 8|0 lCI)O léO 14|10 160 180 200 220 24|10 ZéO I
Abundance #59882: Tetradecane
57
43
71 AR SRR R R B
12.20 12.40 12.60 12.80
5000 85 m/z 71.10 64 .64%
29
‘ ‘ 99 113127141 198
0 “'|'L“uh"ﬁ'ﬂ'wu"JV'N'l“"f'}ﬁs%§?w"'J""""l“"l'”'l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122812: Diethylene glycol monododecy! ether b RRREE EE s
57 12.20 12.40 12.60 12.80
m/z 85.10 49_.18%
5000
111
ol 15 125140 166 183 199213227 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.67 13.83 ng 424949 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Heptadecanoic acid 270 C17H3402 000506-12-7 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1799 (12.668 min): BF112320.D (-1796) (-) m/z 73.00 100.00%
43 78
5000 129 __AA““_JLN_JwJkkk_ww_kaﬁvﬁ
12.40 12.60 12.80 13.00
Obrrrprrrrhi m/z 43.10 90.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 78
5000 129 SR AR SUNILR SN B
12.40 12.60 12.80 13.00
m/z 60.00 79.21%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119367: Heptadecanoic acid
43
12.40 12.60 12.80 13.00
5000 m/z 55.10 69.61%
2
0 T |‘l||‘|‘ﬁ‘||“|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid R EEEEE RS
43 12.40 12.60 12.80 13.00
m/z 41.10 67.28%
2
O'HVL"J“ SR AR SUNILR SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF012519.M Thu Jan 31 15:51:40 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.07 11.05 ng 596185 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 66
2 Methoxvacetic acid. tridecvl ester 272 C16H3203 1000281-82-0 58
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 49
4 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 49
5 Cyclohexyl-15-crown-5 274 C14H2605 017454-48-7 49
Abundance Scan 1867 (13.068 min): BF112320.D (-1865) (-) m/z 45.05 100.00%

5000

12.80 13.00 13.20 13.40

9125 151167183 212

244260276 305

o} m/z 57.10 78.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane
57
5000 85 LA L L L L L LB
12. 80 13. 00 13. 20 13. 40
4 m/z 43.10 57.09%
0 15 A I| I .|3 i 141 s 169 1918
B R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121113: Methoxyacetic acid, tridecyl ester
45
A B
12.80 13.00 13.20 13.40
5000 m/z 71.10 43.85%
29 }
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71409: Dodecane, 2,6,10-trimethyl- R EEEEE RS
57 12.80 13.00 13.20 13.40
4 m/z 89.05 41 .53%
5000
85
l l 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Triethylene glycol monodode... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.43 6.90 ng 372042 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 72
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 52
3 Tetradecane. 1-chloro- 232 C14H29ClI 002425-54-9 47
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 47
5 2-Octanol 130 C8H180 000123-96-6 30
Abundance Scan 1928 (13.427 min): BF112320.D (-1926) (-) m/z 45.05 100.00%
45
5000 7 89
123 151 180 238 13.20 13.40 13.60 13.80
ol Qi 128 T 22177255274202310328 | nz7 0 57.10  53.38%
m/z--> 50 100 150 200 250 300
Abundance #159667: Triethylene glycol monododecy! ether
45
5000 71 89 LB UL SN RN B
13.20 13.40 13.60 13.80
X 166 m/z 43.10 50.92%
0 1}ﬁ 138 ) 197 229249 287
m/z--> 50 100 150 200 250 300 '
Abundance #128695: Hexaethylene glycol
45
" 13.20 13.40 13.60 13.80
5000 89 m/z 89.10 46.70%
133
oLl 472 I a07 " 163 195 239
m/z--> 50 100 150 200 250 300
Abundance #87666: Tetradecane, 1-chloro-
57 13.20 13.40 13.60 13.80
m/z 71.10 39.56%
5000
29
LT M. \‘319
m/z--> 50 200 250 300 ' 13.20 13.40 13.60 13.80

8270-BF012519.M Thu Jan 31 15:51:41 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013019\
Data File : BF112320.D

Aca On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .84 12.72 ng 580024 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 91
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 90
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 87
4 2-T2-T2-I2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 80
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 80
Abundance Scan 2168 (14.839 min): BF112320.D (-2165) (-) m/z 45.10 100.00%
45
89
5000
133 " 14.60 14.80 15.00 15.20
6 11 166 . . ) )
ol L e 192 224 257 284 316340362383 416 | ;5 89 05  66.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 89

14.60 14.80 15.00 15.20
m/z 57.10 44.35%

oL29) | IemAJ h . J |163 207 251
e e
m/z--> 5 100 150 200 250 300 350 400
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45
e R
14.60 14.80 15.00 15.20
5000 89 m/z 43.10 41 _09%
SR N G A
m/z--> 50 100 150 200 250 300 350 400
Abundance #128697: Hexaethylene glycol b RREmE EE e
45 14.60 14.80 15.00 15.20
89 m/z 87.10 23.05%
5000
133
o 15”J m ‘ 111 163 209 252 283
m/z--> 50 100 150 200 250 300 350 400 14.60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF013019\
Data File : BF112320.D

Acq On : 30 Jan 2019 14:31

Operator : JU/SJ

Sample : K1250-04 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanol, 4-met... 3.78 7.4 ng 218690 1 6.84 590237 20.0
unknown6 .62 6.62 14.0 ng 412766 1 6.84 590237 20.0
7-Octen-2-ol, 2,6... 7.24 14.6 ng 429950 1 6.84 590237 20.0
Hexanoic acid, 2-... 7.55 12.1 ng 450159 2 8.12 742931 20.0
Ethanol, 2-phenoxy- 8.29 152.0 ng 5645090 2 8.12 742931 20.0
1-Dodecanol 9.67 15.8 ng 888043 3 9.87 1123220 20.0
N-Dodecylmethylamine 9.97 9.2 ng 514347 3 9.87 1123220 20.0
1-Undecanol 10.19 8.3 ng 465698 3 9.87 1123220 20.0
unknown10.73 10.73 8.5 ng 260100 4 11.36 614393 20.0
Tetradonium Bromide 10.80 17.0 ng 520926 4 11.36 614393 20.0
Hexadecanoic acid... 11.75 6.9 ng 212057 4 11.36 614393 20.0
Ethanol, 2-[2-(2-... 11.92 6.8 ng 210490 4 11.36 614393 20.0
unknownl12 .05 12.05 10.6 ng 323986 4 11.36 614393 20.0
Octadecane 12.44 10.5 ng 323463 4 11.36 614393 20.0
Octadecanoic acid 12.67 13.8 ng 424949 4 11.36 614393 20.0
Tetradecane 13.07 11.1 ng 596185 5 14.00 1078850 20.0
Triethylene glyco... 13.43 6.9 ng 372042 5 14.00 1078850 20.0
3,6,9,12,15-Penta... 14.84 12.7 ng 580024 6 15.48 911715 20.0
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