LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 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-BF060517.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 4.516 494 498 510 rBV 105330 261326 2.47% 0.400%
2 5.151 602 606 617 rBV 69965 129296 1.22% 0.198%
3 6.334 801 807 825 rBV3 48333 207431 1.96% 0.318%
4 7.110 930 939 941 rBV2 53484 130935 1.24% 0.200%
5 7.339 974 978 996 rVB 264580 430059 4._.06% 0.658%
6 7.586 1004 1020 1021 rBV2 3383012 10593041 100.00% 16.219%
7 8.310 1137 1143 1155 rBV 647508 1016755 9.60% 1.557%
8 9.386 1318 1326 1338 rBV 356178 749899 7.08% 1.148%
9 10.651 1536 1541 1548 rVB2 78059 110848 1.05% 0.170%
10 11.151 1620 1626 1636 rVB 1520733 1956512 18.47% 2.996%

11 11.374 1660 1664 1668 rVB 116609 141334 1.33% 0.216%
12 11.433 1668 1674 1681 rVV 834983 1095421 10.34% 1.677%
13 11.492 1681 1684 1695 rVB 114510 176118 1.66% 0.270%
14 11.786 1728 1734 1738 rBV2 304258 378755 3.58% 0.580%
15 11.845 1741 1744 1750 rVvVv 196418 228751 2.16% 0.350%

16 11.904 1750 1754 1763 rVB 85304 125346 1.18% 0.192%
17 12.192 1799 1803 1806 rBV2 417582 549647 5.19% 0.842%
18 12.233 1806 1810 1814 rVB2 328274 420905 3.97% 0.644%
19 12.339 1825 1828 1843 rVB6 73628 181071 1.71% 0.277%
20 13.486 2019 2023 2036 rBV 242622 407524 3.85% 0.624%

21 13.810 2073 2078 2085 rBV 138619 194590 1.84% 0.298%
22 13.957 2099 2103 2107 rVvVv 578516 844315 7.97% 1.293%
23 14.004 2107 2111 2116 rVV 1207379 1879595 17.74% 2.878%
24 14.051 2116 2119 2127 rVB 720809 1014282 9.57% 1.553%
25 14.580 2205 2209 2220 rVB 349733 478053 4_.51% 0.732%

26 15.221 2310 2318 2322 rBV 107146 152803 1.44% 0.234%
27 15.468 2354 2360 2367 rBV 131560 229371 2.17% 0.351%
28 15.609 2378 2384 2390 rBV3 232310 374328 3.53% 0.573%
29 15.833 2416 2422 2430 rBV 141531 250652 2.37% 0.384%
30 15.956 2438 2443 2445 rBV2 97947 126677 1.20% 0.194%

31 16.156 2475 2477 2481 rVB 114622 131225 1.24% 0.201%
32 16.292 2492 2500 2503 rBV5 165709 385966 3.64% 0.591%
33 16.321 2503 2505 2511 rVV2 209788 289817 2.74% 0.444%
34 16.380 2511 2515 2525 rVB 418347 678046 6.40% 1.038%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.451 2525 2527 2531 rVB 104900 109685 1.04% 0.168%

36 16.580 2540 2549 2555 rBV 372213 746581 7.05% 1.143%
37 16.686 2563 2567 2570 rBV 439172 692607 6.54% 1.060%
38 16.715 2570 2572 2575 rVV 383511 454965 4._.29% 0.697%
39 16.745 2575 2577 2581 rVB2 228777 237437 2.24% 0.364%
40 16.898 2599 2603 2608 rBV 1370839 1688903 15.94% 2.586%

41 16.950 2608 2612 2617 rVV3 1475321 2171106 20.50% 3.324%
42 16.992 2617 2619 2622 rVB 125011 111024 1.05% 0.170%
43 17.092 2629 2636 2640 rVvB2 171391 205984 1.94% 0.315%
44 17.327 2673 2676 2679 rBVY 255355 346024 3.27% 0.530%
45 17.362 2679 2682 2688 rVB 606048 683881 6.46% 1.047%

46 17.439 2689 2695 2699 rBV 1127456 1291884 12.20% 1.978%
47 17.480 2699 2702 2705 rVV 117698 159343 1.50% 0.244%
48 17.521 2705 2709 2713 rVV 190190 305782 2.89% 0.468%
49 17.586 2714 2720 2723 rVV2 314219 571040 5.39% 0.874%
50 17.609 2723 2724 2733 rVV5 166695 324151 3.06% 0.496%

51 17.680 2733 2736 2741 rVB2 180096 216066 2.04% 0.331%
52 17.821 2753 2760 2767 rBV 2142718 2626453 24.79% 4.021%
53 17.903 2767 2774 2778 rBV 973469 1147113 10.83% 1.756%
54 18.027 2791 2795 2802 rVB2 131830 203967 1.93% 0.312%
55 18.245 2823 2832 2835 rBV 2832405 4113842 38.84% 6.299%

56 18.303 2838 2842 2845 rVV2 374460 510507 4.82% 0.782%
57 18.339 2845 2848 2852 rVV 997515 1083255 10.23% 1.659%
58 18.409 2856 2860 2863 rVV 174632 252134 2.38% 0.386%
59 18.503 2872 2876 2880 rBV 119179 141019 1.33% 0.216%
60 18.762 2914 2920 2924 rBV3 257664 659784 6.23% 1.010%

61 18.921 2939 2947 2950 rBV3 159598 292052 2.76% 0.447%
62 18.956 2950 2953 2958 rVvv2 221833 384660 3.63% 0.589%
63 19.021 2958 2964 2970 rVV 2406086 3370007 31.81% 5.160%
64 19.080 2970 2974 2980 rVvVv 132718 239258 2.26% 0.366%
65 19.156 2984 2987 2991 rVvV 112725 181097 1.71% 0.277%

66 19.192 2991 2993 2999 rVV3 79496 117349 1.11% 0.180%
67 19.697 3074 3079 3083 rVB 219596 268774 2.54% 0.412%
68 19.774 3083 3092 3102 rBV 3364650 6530641 61.65% 9.999%
69 19.850 3102 3105 3110 rVB2 81614 117695 1.11% 0.180%
70 19.974 3121 3126 3137 rVB2 325304 538556 5.08% 0.825%

71 20.421 3196 3202 3205 rBV 188152 312247 2.95% 0.478%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 20.662 3232 3243 3251 rBV2 79557 204151 1.93% 0.313%
73 20.980 3288 3297 3301 rBV3 81869 260558 2.46% 0.399%
74 21.215 3326 3337 3342 rBV6 57505 157621 1.49% 0.241%
75 21.503 3381 3386 3396 rVB5 84309 198867 1.88% 0.304%

76 22.044 3462 3478 3495 rVB 462213 1890014 17.84% 2.894%
77 22.668 3571 3584 3601 rVB2 858584 2598910 24.53% 3.979%
78 24.156 3826 3837 3842 rBVS 75937 275751 2.60% 0.422%

Sum of corrected areas: 65313439
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF095930.D
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Abundance TIC: BF095930.D
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5000000
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g | i T e R

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF095930.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

7.59 492.63 ng 10593000 1,4-Dichlorobenzene-d4 7.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 1021 (7.592 min): BF095930.D (-1004) (-) m/z 57.05 100.00%
.0
5000 ////ﬂ//ﬂiwﬁﬂ
I I

70.1 83.1

7.20 7.40 7.60 7.80 800

9.1 1150

01 m/z 41.10 37.68%
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 LA LI L L L L L L L LB
43.0 7.20 7.40 7.60 7.80 8.00
29.0 70.0 g3.0 m/z 43.05 31.62%
98.0
0 ..ﬁ?.ﬂ..Jﬂﬂ”..u.”.,.Jm,....L...,h.. b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
R o R EE n
7.20 7.40 7.60 7.80 8.00
5000 m/z 55.10 26.22%
41.0 70.0 98.0
27.0 830 1190 1430 1610

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 B EEa e  RARRR R
4505—.0 7.20 7.40 7.60 7.80 800

' m/z 70.10 21.05%

5000 0.0 83.0
' 112.0
29.0 98.0
LN S A 7S Y (S_—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 780 800
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Hexyl-1-octanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.43 39.86 ng 1095420 Acenaphthene-d10 12.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 90
4 Silane. trichlorodocosvl- 442 C22H45CI3Si 007325-84-0 72
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 59
Abundance Scan 1673 (11.427 min): BF095930.D (-1668) (-) m/z 57.05 100.00%
57.0
5000
39 1111 11.20 11.40 11.60 11.80
o 1401 | 1681 m/z 43.10 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72868: 2-Hexyl-1-octanol
57.0
5000
29.0 11.20 11.40 11.60 11.80
‘ ‘ 111.0 m/z 55.10 46.77%
0...,.‘1..,:..“.‘, Il .w\“ ,. L e e e
m/z--> 40 60 100 120 140 160 180 200 220
Abundance
57.0
11.20 11.40 11.60 11.80
5000 m/z 41.05 46 .59%
29.0 85.0
111.0
o 139.0 196.0 224.0
m/z--> 25 Jo éo 85 160 120 110 160 180 260 250
Abundance #50325: 1-Octanol, 2-butyl-
57.0 11.20 11.40 11.60 11.80
m/z 71.10 45 _.96%
5000 85.0
29.0 ‘ 111.0
0,,,I,\,\,,I,,,,xlm,I‘\,,,Qm,,\l‘,l,“,,lﬁ?,q,,}??ﬁ
m/z--> 20 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-Octanol, 5,7,7-trimethyl-_._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.96 35.32 ng 844315 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 72
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 59
3 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 59
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 59
5 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 53
Abundance Scan 2104 (13.962 min): BF095930.D (-2099) (-) m/z 57.10 100.00%
57.1
5000
3.0
1111 140.1 13.60 13.80 14.00 14.20
Obrrrrrrredbeb bbb b 02902 e M/Z 41.05  13.24%
m/z--> mmmmmmmmmmmmmmmm
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57.0
5000
13.60 13.80 14.00 14.20
m/z 83.05 12.29%
0 ...,2.?.‘.’,...u,..\w..,M...wu,l.l.%.".‘.l.‘.m.f’..1.7.%.0...=2..1?.0.... 2O
m/z--> mmmmmmmmmmmmmmmm
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 69.05 11.46%
29.0 125.0

154.0  196.0 224.0 269.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84613: 1-Dodecanol, 3,7,11-trimethyl-
57.0 13.60 13.80 14.00 14.20

m/z 55.10 9.79%

5000

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl6.38 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.38 28.37 ng 678046 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1-(ethenvloxv)- 184 C12H240 000765-05-9 43
2 Oxalic acid. 2-ethvlhexvl i1sohex... 286 C16H3004 1000309-38-8 43
3 Isobutvl octvl carbonate 230 C13H2603 1000372-74-6 38
4 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 38
5 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 38
Abundance Scan 2515 (16.380 min): BF095930.D (-2511) (-) m/z 57.10 100.00%
51.1
5000
831 1121 183.2
16.00 16,20 16.40 16.60
Obr il m/z 70.10 63.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48749: Decane, 1-(ethenyloxy)-
43.0
5000 NSNS BN SUNERE
70.0 16.00 16.20 16.40 16.60
m/z 71.10 63.62%
| 97.0 1380 169.0
OIIIIIIIPIIIHI
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
16.00 16,20 16.40 16.60
5000 m/z 43.10 63.34Y%
85.0
112.0
29.0
ol 157.0 243.0
wmwmﬁwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #85972: Isobutyl octyl carbonate e EARRs RS
57.0 16.00 16.20 16.40 16.60
m/z 55.10 40.57%
5000
29.0 ‘ 83 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Nonadecane, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.58 29.25 ng 746581 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 10-MethvlInonadecane 282 C20H42 056862-62-5 74
3 9-methvlheptadecane 254 C18H38 026741-18-4 72
4 5.5.7.7-Tetraethvlundecane 268 C19H40 1000360-42-0 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2549 (16.580 min): BF095930.D (-2540) (-) m/z 57.10 100.00%

57.1

5000

16.20 16.40 16.60 16.80

196.2 2031 2552 284.2

0 m/z 71.10 66.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129499: Nonadecane, 9-methyl-
57.0
85.0
5000

16.20 16.40 16.60 16.80

140.0 m/z 43.10 61.03%
29.0 111, 0 168.0
Ol et bbbt 1970 2390 2670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R EERREEER eSS
85.0 16.20 16.40 16.60 16.80
5000 ‘ m/z 85.10 56.02%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105887: 9-methylheptadecane
57.0 16.20 16.40 16.60 16.80
m/z 105.00 44 .16%
85.0
5000
140.0
29.0
111.0
St bk 0| aemo w0 zwo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl6.69 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.69 27.13 ng 692607 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 30
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 30
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 25
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 25
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 22
Abundance Scan 2568 (16.692 min): BF095930.D (-2563) (-) m/z 43.05 100.00%
43.0
5000

129.1
R R
1531 1852 5 i 2043 16.40 16.60 16.80 17.00

Ol m/z 57.10 61.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131259: Octadecanoic acid
43.0 730
5000
16.40 16.60 16.80 17.00
m/z 55.05 51.66%
NI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R I ERREEE R RS S
16.40 16.60 16.80 17.00
5000 83.0 m/z 41.10 49.12%

111.0
29.0
1390 167.0 196.0 224.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R A B a R
57.0 16.40 16.60 16.80 17.00

m/z 102.10 44.23%
5000
29.0 83.0
oL H | M0 4300 1960 2040 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 15 14:08:55 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-Dodecanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.90 66.17 ng 1688900 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 90
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 86
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 86
Abundance Scan 2603 (16.898 min): BF095930.D (-2599) (-) m/z 57.10 100.00%
57.1

5000

111.1
16.60 16.80 17.00 17.20

m/z 71.10 66 .55%

0 139.2 168.2 197.2 2253 252.3 280.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0

5000
o 16.60 16.80 17.00 17.20
20.0 Hi. m/z 43.10 65.61%
o 1390 167.0 196.0 224.0 252.0 280.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
S e
16.60 16.80 17.00 17.20
5000 83.0 m/z 55.10 46.14%
111.0
139.0

0 168.0 196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl- e B AR Bt
16.60 16.80 17.00 17.20

m/z 85.10 45_.91%

5000
111.0

29.0

0 139.0 167.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20

8270-BF060517.M Thu Jun 15 14:08:56 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Isobutyl tetradecyl carbonate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.36 26.79 ng 683881 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 58
2 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 50
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 49
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 49
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 47
Abundance Scan 2682 (17.362 min): BF095930.D (-2679) (-) m/z 57.10 100.00%
57.1
5000
17.00 17.20 17.40 17.60
Ol m/z 75.00 57.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #156543: Isobutyl tetradecy! carbonate
57.0
5000
17.00 17.20 17.40 17.60
rlo m/z 43.10 44 .33%
ol |||||||||:|I-|68|.|0|||||| R AR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 17.00 17.20 17.40 17.60
5000 m/z 55.05 36.22%
0 139'0181.0222.0264.0306.0 378.0 423.0 524.0
m/z--> 55 160 1%0 260 250 300 3%0 460 4éo 560
Abundance #72869: 2-Ethyl-1-dodecanol R e B AR
57.0 17.00 17.20 17.40 17.60
m/z 71.10 36.14%
5000
97.0
LI, o
miz-> 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17.40 17.60

8270-BF060517.M Thu Jun 15 14:08:57 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Benzoic acid, tridecyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.44 50.61 ng 1291880 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 91
3 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
4 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 86
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 86
Abundance Scan 2695 (17.439 min): BF095930.D (-2689) (-) m/z 123.00 100.00%
128.0
5000 m
77.0 R
43.1 | R SR B U B
17.20 17.40 17.60 17.80
182.2
ol u;h.-lv‘.l,l.h. e 11— | m/z 105.00  70.04%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
128.0
5000
17.20 17.40 17.60 17.80
430 1O m/z 77.05 27.49%
0 .“. ‘.H I‘““' “‘l‘ “.“‘ : LI I .‘. |15|4|0:|L8|\2|0| ——— .3O|4'.0. —
m/z--> 50 100 150 200 250 300 350
Abundance
123.0
17.20 17.40 17.60 17.80
5000 m/z 55.10 17.53%
43.0 83.0
0 153.0182.0 238.0266.0 388.0
m/z--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecy! ester T T
128.0 17.20 17.40 17.60 17.80
m/z 43.10 16.36%
5000
43.0 77.0
ob g li il | 1se01820 2380 3600 AT A S A YL
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

8270-BF060517.M Thu Jun 15 14:08:57 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Dodecanol, 2-methyl-, (S)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.59 22.37 ng 571040 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 72
2 lIsobutvl tridecvl carbonate 300 C18H3603 959275-44-6 72
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 64
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 64
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 64
Abundance Scan 2721 (17.592 min): BF095930.D (-2714) (-) m/z 57.10 100.00%
51.1
5000 97.1
126.1154.2 17.20 17.40 17.60 17.80 18.00
182.2
ol J, : L2101 25232808 m/z 56.10  49.00%
m/z--> 50 100 150 200 250 300 350
Abundance #61359: 1-Dodecanol, 2-methyl-, (S)-
57.0
5000{ 29.0
970 17.20 17.40 17.60 17.80 18.00
' m/z 97.10 46.68%
[ oo
0! ‘.M‘.‘.“lk“.lu‘ll‘...‘.|.... T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 83.10 45 _95%
97.0
29.0 125.0154.0182.0
o7
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester B B e e o
57.0 17.20 17.40 17.60 17.80 18.00
97.0 m/z 55.10 45 _58%
5000
29.0 125.0
oL L) ] 154018202100 a5 356.0
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00

8270-BF060517.M Thu Jun 15 14:08:59 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Isobutyl tridecyl carbonate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.82 102.90 ng 2626450 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 80
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 74
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 74
4 l1sobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 64
5 Carbonic acid, isobutyl pentadec... 328 C20H4003 1000314-61-2 59
Abundance Scan 2760 (17.821 min): BF095930.D (-2753) (-) m/z 57.10 100.00%
57.1
5000
85.0
11992 4672 196.2 224.2 252.3 280.3 3252 17.50 17.80 16,08 2820
Obyrrrhrty-hry ' : : : : m/z 85.05 29.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144845: |sobuty| tridecy| carbonate
57.0
5000
17.60 17.80 18.00 18.20
83.0 m/z 43.10 26.91%
29 O‘H 110 1540 1820
Otprorrpres
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
17.60 17.80 18.00 18.20
5000 m/z 71.05 25.20%
29.0 83.0
o 110 1390 169.0 224.0 2520 2970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0 17.60 17.80 18.00 18.20
m/z 56.05 24 .33%
5000
83.0
29.0 ‘ 1110 283.0
ob | 1“ 1390 1690 2100 2380 ]
miz-> 20 4'0 60 80 1(')0 12'0 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20

8270-BF060517.M Thu Jun 15 14:09:00 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Benzoic acid, tetradecyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.90 44 .94 ng 1147110 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 91
Abundance Scan 2773 (17.897 min): BF095930.D (-2767) (-) m/z 123.00 100.00%
128.0
5000
a1 1 80 550 1800 135
o Ld Ak 1d h wessies2 a2 o S6e00 61, 74%
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecyl ester
123.0
5000
17.60 17.80 18.00 18.20
430 770 m/z 77.10 24 .18%
ol IH\H, )\ M, ol 1680100 s180
m/z--> 50 100 150 200 250 300 350
Abundance
123.0
17.60 17.80 18.00 18.20
5000 m/z 43.10 17.45%
77.0
43.0
o 154.0182.0 304.0
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester B o o e e
123.0 17.60 17.80 18.00 18.20
m/z 55.10 17.34%
5000
55.0 83.0
OZZOH | 4Ll 11, | 15401820 224.0252.0 374.0
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

8270-BF060517.M Thu Jun 15 14:09:01 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.24 161.17 ng 4113840 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 64
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 64
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 64
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 60
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 60
Abundance Scan 2831 (18.239 min): BF095930.D (-2823) (-) m/z 57.10 100.00%
51.1
5000
139.2 18.00 18.20 18.40 18.60
I 168.2196.3 239.2 280.3  325.3 n/z  75.05 71 A9%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
5000 LRI I SO IR B
18.00 18.20 18.40 18.60
m/z 43.05 46.88%
o \ 139.0 167.0 106.0222.0  266.0294.0 327 ¢
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
111.0 18.00 18.20 18.40 18.60
5000 m/z 83.10 46.58%

29.0 196.0222.0 969

WWWTWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecy! ester

18.00 18.20 18.40 18.60
m/z 55.05 43.66%

5000

139.0 1680  210.0 238.0 266.0 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF060517.M Thu Jun 15 14:09:02 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Methoxyacetic acid, 2-ethyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.76 25.85 ng 659784  Chrysene-di2 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203
2 Fumaric acid. dodecvl 2-ethvlhex... 396 C24H4404

3 Nonane. 2.6-dimethvl- 156 Cl1l1H24 017302-28-2 43
4 Propanoic acid. 2-methvl-. 2-eth... 200 C12H2402 035061-61-1 38
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 38
Abundance Scan 2920 (18.762 min): BF095930.D (-2914) (-) m/z 57.05 100.00%

57.0
5000 '

249.3 2853

39.1167.1 199 1 18.40 18.60 18.80 19.00
Ol ' m/z 71.10 87.26%

m/z--> 50 100 150 200 250 300 350
Abundance #62461: Methoxyacetic acid, 2-ethylhexy! ester
57.0

5000
20 18.40 18.60 18.80 19.00
112. m/z 43.10 60.27%

=s | o |
O
m/z--> 50 100 150 200 250 300 350
Abundance
70.0 112.0

18. 40 18 60 18. 80 19.00

1000282-41-4 64
1000339-14-6 52

5000 m/z 70.05 59.72%
43.0
229.0 268.0
. 139.0166-0195 ¢ 339.0367.0
O LA B e B e e e [ e e e e IS B B
m/z--> 50 100 150 200 250 300 350
Abundance #28437: Nonane, 2,6-dimethyl-
43.0 18.40 18.60 18.80 19.00
71.0 m/z 112.10 53.69%
5000
113.0
ol b by 140
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00

8270-BF060517.M Thu Jun 15 14:09:03 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Decane, 1,1"-oxybis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.02 132.03 ng 3370010 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 50
2 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 49
3 1-Heptadecene 238 C17H34 006765-39-5 43
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 35
5 Cyclotetracosane 336 C24H48 000297-03-0 30
Abundance Scan 2964 (19.021 min): BF095930.D (-2958) (-) m/z 57.10 100.00%
571.1
5000 1121
. 267.3
: 18.80 19.00 19.20 19.40
139.1
o L4301 1851 2272 |7 2094 85341 5771 10 58.35%
m/z--> 50 100 150 200 250 300 350
Abundance #143258: Decane, 1,1'-oxybis-
57.0
5000
18.80 19.00 19.20 19.40
29.0 112 01400 m/z 43.10 54.50%
L L H‘ ‘H \‘ 710 2130 250
m/z--> 50 200 250 300 350
Abundance
43.0
18.80 19.00 19.20 19.40
5000 710 m/z 70.10 51.27%
241.0
111.0
o 139.0168.0196.0
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene
57.0 18.80 19.00 19.20 19.40
97.0 m/z 83.10 41.25%
5000
29.0
125.0
oL 11l A]lMM&MNM%O
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BF060517.M Thu Jun 15 14:09:04 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.77 242.52 ng 6530640 Perylene-d12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 70
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 45
3 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 38
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 35
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 27
Abundance Scan 3091 (19.768 min): BF095930.D (-3083) (-) m/z 57.05 100.00%

51.0
5000 .

19.40 19.60 19.80 20.00

265.3
o 27.2 295.3327.3 381.4 m/z  71.10 83.36%
m/z--> 50 100 150 200 250 300 350
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57.0
112.0 197.0

5000 A
19. 40 19. 60 19. 80 20.00

m/z 55.10 78 .36%

143.0 ‘ 283.0 327.0
0 .%7L“ L0 N VEVIVPR 5 NI .1 i S G
m/z--> 50 100 150 200 250 300 350
Abundance

55.0 197.0

19. 40 19. 60 19. 80 20.00

5000 97.0 m/z 197.20 68.09%
327.0
129.0 283.0
0 167.0 247.0 394.0
B B e T e LA B L s
m/z--> 50 100 150 200 250 300 350
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester S EEEEEEma R e
71.0 19. 40 19. 60 19. 80 20. 00

m/z 43.10 51.84%

5000
41,0 112.0
0 i | 188.0

m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown22.04 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.04 70.19 ng 1890010  Perylene-d12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane 254 C18H38 000593-45-3 47
2 Pentacosane 352 C25H52 000629-99-2 43

3 Nonane. 2.2.4.4.6.8.8-heptamethyl- 226 C16H34 004390-04-9 38
4 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 38

5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 27
Abundance Scan 3477 (22.038 min): BF095930.D (-3462) (-) m/z 57.10 100.00%
57.1
5000 f \
I I I I

85.1113.1140.2 9 2196 2 21.80 22.00 22.20 22.40

241.2
ol Ll g SPRETRT 2412 2810 0 ngz o 71.10  13.14%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane

g
o

5000 850 LA L B L L L L LB
’ 21. 80 22. 00 22. 20 22. 40
29.0 m/z 85.10 12.20%
Onw“mm%mmﬂwﬁm
A B B L A e A e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
B R R E et L e
21.80 22.00 22.20 22.40
5000 85.0 m/z 83.05 11.82%
113.0
o220 141.0169.0  211.0239.0 267.0295.0 323.0 352.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83055: Nonane, 2,2,4,4,6,8,8-heptamethyl- L B B e S S
57.0 21.80 22.00 22.20 22.40
m/z 140.15 10.19%
5000
29.0
Ly %0 ar01550
ol b L et e e
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095930.D

Aca On 14 Jun 2017 19:15

Operator : SJ/MA

Sample = 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Decanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.67 96.51 ng 2598910 Perylene-di12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 81
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 81
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 78
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 74
Abundance Scan 3584 (22.668 min): BF095930.D (-3571) (-) m/z 57.10 100.00%
57.1
5000 v/~\\,,~\__N]/\\\__-,_v-_ﬁ_
s | 2240 22160 5280 2900
o} : m/z 43.10 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119525: 1-Decanoal, 2-octyl-
57.0
5000 SRR SRR A B
22.40 22.60 22.80 23.00
29.0 : m/z 71.10 57.27%
o 1390 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
22.40 22.60 22.80 23.00
5000 83.0 m/z 97.10 45_06%
111.0
29.0

139.0 167.0 196.0 224.0 252.0 280.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119526: 1-Dodecanol, 2-hexyl- S EEEEEE mmEE e e
22.40 22.60 22.80 23.00
m/z 83.05 44 _76%
5000
29.0
0 139.0 167.0 196.0 224.0 252.0

! T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061417\
Data File : BF095930.D

Acq On 14 Jun 2017 19:15

Operator : SJ/MA

Sample - 13550-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

19.97 538556 20.0
19.97 538556 20.0

unknown22 .04 22.04 70.2 ng 1890010
1-Decanol, 2-octyl- 22 .67 96.5 ng 2598910

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Hexanol, 2-ethyl- 7.59 492 .6 ng 10593000 1 7.34 430059 20.0
2-Hexyl-1-octanol 11.43 39.9 ng 1095420 3 12.19 549647 20.0
1-Octanol, 5,7,7-... 13.96 35.3 ng 844315 4 14.58 478053 20.0
unknownl16.38 16.38 28.4 ng 678046 4 14.58 478053 20.0
Nonadecane, 9-met... 16.58 29.3 ng 746581 5 18.30 510507 20.0
unknownl16 .69 16.69 27.1 ng 692607 5 18.30 510507 20.0
1-Dodecanol, 2-oc... 16.90 66.2 ng 1688900 5 18.30 510507 20.0
Isobutyl tetradec... 17.36 26.8 ng 683881 5 18.30 510507 20.0
Benzoic acid, tri... 17.44 50.6 ng 1291880 5 18.30 510507 20.0
1-Dodecanol, 2-me... 17.59 22.4 ng 571040 5 18.30 510507 20.0
Isobutyl tridecyl... 17.82 102.9 ng 2626450 5 18.30 510507 20.0
Benzoic acid, tet... 17.90 44.9 ng 1147110 5 18.30 510507 20.0
1-Heneicosyl formate 18.24 161.2 ng 4113840 5 18.30 510507 20.0
Methoxyacetic aci... 18.76 25.9 ng 659784 5 18.30 510507 20.0
Decane, 1,1"-oxybis- 19.02 132.0 ng 3370010 5 18.30 510507 20.0
Oxiraneoctanoic a... 19.77 242 .5 ng 6530640 6 19.97 538556 20.0

6
6
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