LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On 17 Jan 2019 15:38 Instrument :
Operator : JU/SJ BNA_F

Sample - K1167-11 ClientSampleld :
Misc - CLOVER-YARD-B
ALS Vial : 17 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-BF011619.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.169 9 14 20 rvB 194435 269430 3.28% 0.264%
2 3.416 223 226 237 rBV2 47792 149172 1.82% 0.146%
3 5.092 507 511 519 rBV 353509 479293 5.84% 0.470%
4 5.351 552 555 560 rBV 167362 148559 1.81% 0.146%
5 5.504 576 581 584 rBY 7070356 7259340 88.48% 7.120%
6 5.704 609 615 625 rBV 382202 444571 5.42% 0.436%
7 6.398 729 733 735 rBV2 123103 172083 2.10% 0.169%
8 6.510 747 752 760 rBVY 6858236 8204168 100.00% 8.047%
9 6.639 769 774 777 rBVY 8072079 7913573 96.46% 7.762%
10 6.698 780 784 787 rBV 392395 436674 5.32% 0.428%

11 6.739 788 791 796 rvB2 176862 169822 2.07% 0.167%
12 6.863 808 812 819 rVB 2164396 2143044 26.12% 2.102%
13 6.922 819 822 825 rVB2 144559 151055 1.84% 0.148%
14 6.957 825 828 830 rBv2 79519 97195 1.18% 0.095%
15 7.022 834 839 842 rBV 6616481 6030464 73.50% 5.915%

16 7.133 853 858 862 rvB2 288185 476951 5.81% 0.468%
17 7.257 873 879 882 rBv4 252715 287746 3.51% 0.282%
18 7.292 882 885 891 rvB5 120185 165873 2.02% 0.163%
19 7.422 896 907 910 rBV 4525921 5354489 65.27% 5.252%
20 7.510 917 922 925 rVB6 290342 477500 5.82% 0.468%

21 7.569 925 932 935 rBV3 214824 400965 4_.89% 0.393%
22 7.616 937 940 942 rBv2 115318 110489 1.35% 0.108%
23 7.645 942 945 947 rvV 358901 282495 3.44% 0.277%
24 7.669 947 949 952 rvB2 359507 268416 3.27% 0.263%
25 7.698 952 954 955 rBv2 172117 140379 1.71% 0.138%

26 7.716 955 957 959 rvv 645647 482466 5.88% 0.473%
27 7.739 959 961 966 rvB3 208453 258599 3.15% 0.254%
28 7.786 966 969 973 rvB3 500993 419391 5.11% 0.411%
29 7.822 973 975 978 rBv4 139225 153587 1.87% 0.151%
30 7.863 978 982 984 rVvB3 113736 141579 1.73% 0.139%

31 7.904 984 989 992 rBV5 231394 422517 5.15% 0.414%
32 7.945 992 996 997 rBv4 92455 124713 1.52% 0.122%
33 7.963 997 999 1005 rVB6 267788 317139 3.87% 0.311%
34 8.027 1005 1010 1012 rBV2 343728 443897 5.41% 0.435%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On 17 Jan 2019 15:38 Instrument :
Operator : JU/SJ BNA_F

Sample - K1167-11 ClientSampleld :
Misc - CLOVER-YARD-B
ALS Vial : 17 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\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.092 1018 1021 1025 rBv4 215598 347193 4.23% 0.341%

36 8.145 1025 1030 1033 rBV 2674930 2695411 32.85% 2.644%
37 8.210 1037 1041 1043 rVB 1135518 1100431 13.41% 1.079%
38 8.233 1043 1045 1048 rBv4 331970 343374 4._.19% 0.337%
39 8.298 1053 1056 1058 rBV3 260663 318449 3.88% 0.312%
40 8.357 1062 1066 1068 rBV2 894375 854855 10.42% 0.838%

41 8.416 1072 1076 1078 rBV2 857541 912536 11.12% 0.895%
42 8.492 1086 1089 1091 rBvV2 305703 295684 3.60% 0.290%
43 8.527 1093 1095 1098 rVB4 226464 250929 3.06% 0.246%
44 8.569 1098 1102 1104 rBV 1817453 1584898 19.32% 1.554%
45 8.586 1104 1105 1107 rVvVv 574300 476941 5.81% 0.468%

46 8.610 1107 1109 1112 rVB3 561839 489313 5.96% 0.480%
47 8.651 1114 1116 1119 rBV 268647 200931 2.45% 0.197%
48 8.692 1119 1123 1127 rBV2 611932 795050 9.69% 0.780%
49 8.733 1128 1130 1134 rVB4 298364 276955 3.38% 0.272%
50 8.780 1135 1138 1140 rBv4 308417 437608 5.33% 0.429%

51 8.833 1144 1147 1149 rVB 549428 543843 6.63% 0.533%
52 8.892 1155 1157 1159 rVvB3 382385 291389 3.55% 0.286%
53 8.927 1159 1163 1166 rBv4 376316 606245 7.39% 0.595%
54 9.027 1177 1180 1182 rBV3 485988 586477 7.15% 0.575%
55 9.051 1182 1184 1188 rVvB2 507119 541029 6.59% 0.531%

56 9.139 1196 1199 1201 rBV3 505717 408229 4.98% 0.400%
57 9.169 1201 1204 1207 rVV 1897655 1594941 19.44% 1.564%
58 9.222 1208 1213 1216 rVB 8332916 7554577 92.08% 7.410%
59 9.304 1223 1227 1231 rBV3 1015599 1421298 17.32% 1.394%
60 9.345 1231 1234 1237 rBV 587323 603684 7.36% 0.592%

61 9.416 1244 1246 1249 rVB3 368714 315600 3.85% 0.310%
62 9.492 1257 1259 1261 rVB2 245088 170219 2.07% 0.167%
63 9.580 1272 1274 1276 rVB2 255205 201946 2.46% 0.198%
64 9.622 1276 1281 1284 rBV3 2232674 2969252 36.19% 2.912%
65 9.645 1284 1285 1288 rVB2 202960 160768 1.96% 0.158%

66 9.763 1302 1305 1309 rBV2 566362 797355 9.72% 0.782%
67 9.810 1311 1313 1316 rVB 497293 449310 5.48% 0.441%
68 9.869 1321 1323 1325 rVvV2 366508 404558 4._.93% 0.397%
69 9.898 1325 1328 1332 rVB2 2771909 2596760 31.65% 2.547%
70 9.933 1332 1334 1336 rBv2 231513 204545 2.49% 0.201%

71 10.004 1344 1346 1351 rVB2 241021 236899 2.89% 0.232%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On 17 Jan 2019 15:38 Instrument :
Operator : JU/SJ BNA_F

Sample - K1167-11 ClientSampleld :
Misc - CLOVER-YARD-B
ALS Vial : 17 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\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.157 1369 1372 1378 rVB2 386370 505010 6.16% 0.495%
73 10.310 1396 1398 1399 rBV 178941 138842 1.69% 0.136%
74 10.351 1403 1405 1408 rvB2 176183 183535 2.24% 0.180%
75 10.551 1436 1439 1445 rVB 475252 551060 6.72% 0.540%

76 10.692 1459 1463 1466 rBV 4696023 4272572 52.08% 4.191%
77 10.816 1479 1484 1487 rBV 551745 575929 7.02% 0.565%
78 11.280 1560 1563 1568 rVB 195509 198356 2.42% 0.195%
79 11.386 1577 1581 1583 rBV 2356954 2066273 25.19% 2.027%
80 11.404 1583 1584 1591 rVvVv 242621 268321 3.27% 0.263%

81 11.457 1591 1593 1596 rVB 111270 100836 1.23% 0.099%
82 11.886 1663 1666 1668 rBV2 100121 110837 1.35% 0.109%
83 11.910 1668 1670 1673 rVB2 142067 137553 1.68% 0.135%
84 11.998 1682 1685 1687 rBV2 121024 130148 1.59% 0.128%
85 12.598 1784 1787 1791 rVB 326371 260254 3.17% 0.255%

86 12.692 1800 1803 1806 rBV2 125411 119716 1.46% 0.117%
87 12.827 1822 1826 1832 rVB 440457 446434 5.44% 0.438%
88 12.968 1846 1850 1853 rBV 7033453 6461805 78.76% 6.338%
89 13.857 1998 2001 2012 rVB4 315022 443470 5.41% 0.435%
90 14.027 2025 2030 2033 rBV 2289506 2311264 28.17% 2.267%

91 14.051 2033 2034 2039 rVB 280254 195042 2.38% 0.191%
92 14.486 2105 2108 2114 rVB3 173799 207417 2.53% 0.203%
93 14.792 2157 2160 2164 rVB 157614 154906 1.89% 0.152%
94 15.068 2203 2207 2210 rBV2 267299 401555 4._.89% 0.394%
95 15.133 2215 2218 2222 rVB 179552 184779 2.25% 0.181%

96 15.374 2256 2259 2264 rVB 192637 238933 2.91% 0.234%
97 15.433 2266 2269 2274 rVV 187124 238292 2.90% 0.234%
98 15.503 2275 2281 2292 rVB 1295725 1906972 23.24% 1.870%
99 15.951 2355 2357 2361 rVB2 105238 121012 1.48% 0.119%
100 16.974 2527 2531 2539 rVB 102822 188613 2.30% 0.185%

Sum of corrected areas: 101956852
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

CLOVER-YARD-B

Abundance TIC: BF112090.D

8000000
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6000000

4000000

2000000
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6.51

6.64

6.86

7.02

7.42
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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: BF112090.D

8000000

6000000
10.69

4000000

11.39

2000000

1124406

10,8200

12.97

0 , , ————

T
10.00 10.50 11.00 11.50 12.00

Time--> 12.50 13.00
Abundance TIC: BF112090.D

8000000

6000000

4000000

14.03
2000000 15.50
IQ&% 14.49 14.79 13943183 15.95 16.97
O T e e e e T B e T I e e o e e e I e e e e L A e S e e B A e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.09 4_47 ng 479293 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, methyl ester 99 C4H5NO02 000105-34-0 9

Abundance Scan 511 (5.092 min): BF112090.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 "'|""|""|""|"AT
4.80 5.00 5.20 5.40
83.0
...,....,....,....','::..,..-:!,...7.?-.1...,.-...,...:,|....,....,....,....,...., m/z 59.05 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L S
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 19.46%
"'I”"I'??ﬂ$"'”"!“'I"“'I"7¥}p”'??ig'l'”:l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540
5000 m/z 58.10 14.71%
101.0
150 310 | 589490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 520 5.40
m/z 41.05 8.94%
5000 41.0
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l U R R R SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown6.64 Concentration Rank 1

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

6.64 73.85 ng 7913570 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 774 (6.639 min): BF112090.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 PSSR SRR AR R
400 540 | ‘ 6.40 6.60 6.80 7.00
o..,....,....,...:l'.'...,:!..,::~.-.|,..'=~.,5.‘?;9,...|.,.1.".7.-9..1.2]1.-9.,-'...,... m/z 68.05 41.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U IR I R I

6.40 6.60 6.80 7.00
m/z 134.00 35.04%

31.0 51.0
[ 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I RE R e e R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.05 26.64%
41.0 53.0 97.0 1170
A
..,....,....,...ai:‘...i‘..‘..,.‘.‘al‘,..‘.‘.‘,‘....‘,..‘a.,....,...‘.‘,....,"...,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- A m e L A Raa
132.0 6.40 6.60 6.80 7.00
117.0 m/z 69.10 16.64%
5000
390 510 650 770 70
. . . . 105.0 ‘ ‘
50 A e st e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Benzene, l-ethenyl-2-methyl- Concentration Rank 18

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

6.70 4.08 ng 436674 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 95
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 95
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 95
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 94
5 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 92

Abundance Scan 784 (6.698 min): BF112090.D (-780) (-) m/z 117.10 100.00%
117.1
5000
91.0
390 510 630 770 ‘ 103.1 6.40 6.60 6.80 7.00
bt ettt bl bl e | mZZz 118.10  85.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
5000
6.40 6.60 6.80 7.00
200 91.0 1030 m/z 115.10 40.60%
. 58.0 .
"|“'w'?h?'“Jw"ﬁ'“'lmhw'Tﬁ?“'”H'“l‘“'w"w'”'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8958: Benzene, 1-propenyl-
117.0
6.40 6.60 6.80 7.00
5000 m/z 91.05 30.21%
91.0
39.0 51.0 77.0 ‘ 103.0
"|}?q|'?1?"'h""““"?i?'|"M|""w"'|ﬂ'“|"l‘w"'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8977: Benzene, 1-ethenyl-4-methyl-
118.0 6.40 6.60 6.80 7.00
m/z 39.05 11.99%
5000
91.0
39.0 65.0 ‘ 103.0
T M A Y N | N
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 14

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

7.13 4.45 ng 476951 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 52
2 Cvclopropane. 1l-ethvl-1-methvl- 84 C6H12 053778-43-1 45
3 Nonane. 2-methvIl-3-methvlene- 154 C11H22 055499-08-6 38
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 38
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 38

Abundance Scan 857 (7.128 min): BF112090.D (-853) (-) m/z 115.05 100.00%
11%.1
5000
55.1 ot A
411 Y L UL LI IS UL
89.0 139.1 154.2 6.80 7.00 7.20 7.40
T e SRR m/z 116.10 94 .16%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
410 220
5000 84.0
6.80 7.00 7.20 7.40
27f ‘ | 670 1110 1300 1540 m/z 69.10 34.91%
.,....,.L..M:.i.,. "mI'J'ﬁPﬁq'l""l'
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1521: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0
69.0 6.80 7.00 7.20 7.40
5000 27.0 m/z 55.10 23.80%
84.0
'ﬁq }ﬁpl""l""l""l""I"" R SRR
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #27079: Nonane, 2-methyl-3-methylene- L B o e
69.0 6.80 7.00 7.20 7.40
m/z 43.10 21.90%
56.0
41.0
5000
84.0
27.0
Pl L] 9701110 g5 1540
miz--> 0O 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 7

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

8.36 6.34 ng 854855 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 70
2 o-Cvmene 134 C10H14 000527-84-4 70
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
4 2.4.6-Trimethvlbenzenethiol 152 C9H12S 001541-10-2 64
5 p-Cymene 134 C10H14 000099-87-6 62

Abundance Scan 1067 (8.363 min): BF112090.D (-1062) (-) m/z 119.05 100.00%
119.1
5000
91.1
39.1 65.0 1351 152.1 8.00 8.20 8.40 8.60
SN e .','..L.,': ol 101 er 1822 L ot 10 23, 63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14906: Benzene, 1-methyl-3- (1 methylethyl)-
119.
5000 SRR SRR R R
800 820 8.40 8.60
910 1340 m/z 117.05  16.61%
15.0 410 650 | .
s 20 a G 80 100 10 1o ik o "
Abundance #14810: o-Cymene
119.0
8.00 8.20 8.40 8.60
5000 m/z 120.05 8.73%
134.0
150 %0 65.0 91.0 |
| | | A L Ll L
miz--> @ g 10 10w 1o 1m0
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.00 8.20 8.40 8.60
m/z 152.10 8.39%
5000
134.0
91.0
15.0 390 650 L | J J
m/z--> 20 4'0 6|0 8|0 1(')0 120 14'10 160 180 ' 800 820 840 860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 o0-Cymene Concentration Rank 6

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

8.42 6.77 ng 912536 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 76
2 p-Cvmene 134 C10H14 000099-87-6 76
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 68
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
5 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 64

Abundance Scan 1077 (8.422 min): BF112090.D (-1072) (-) m/z 119.10 100.00%
119.1
5000
55.1 91.1
3910 70.1 136.0 8.00 8.20 8.40 8.60 8.80
152.0
o 2802 1940 m/z 91.10 23.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14810: o-Cymene
118.0
5000 R AR RSN SRR AR
8.00 8.20 8.40 8.60 8.80
91.0 134.0 m/z 55.10 20.44%
150 390 e50 ' |
| Lo ol " m 1 A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14809: p-Cymene
118.0
8.00 820 8.40 8.60 8.80
5000 m/z 95.10 20.30%
o 91.0 134.0
----|2§p--W--“- F??'”l"" |"'Ul""'|""|" Tl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14906: Benzene, 1-methyl-3- (l methylethyl)- I BEEmaE
119. 8.00 8.20 8.40 8.60 8.80
m/z 117.05 19.95%
5000
134.0
91.0

150 410 650 N

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Octane, 2,6-dimethyl- Concentration Rank 4

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

8.57 11.76 ng 1584900 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 83
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 78
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
4 2-Bromo-6-methvlheptane 192 C8H17Br 004730-24-9 72
5 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 64

Abundance Scan 1102 (8.569 min): BF112090.D (-1098) (-) m/z 57.10 100.00%
57.1
5000
411
8.1 131 820 840 8.60 8.80 9.00
ol ol 2331 1551 18321982 | .71 10 83.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 SRR RARAE SRR N
0 8.20 8.40 8.60 8.80 9.00
a m/z 43.10 61.30%
85.0 113.0
15.0 LT | 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl-
57.0
820 840 8.60 8.80 9.00
5000 m/z 41.10 33.37%
4110 113.0
85.0
"'Ing"l""l"' 'IN"'I"l '|"'+?%9"| T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6—dimethy|— L LI L L L N DL B
43.0 8.20 8.40 8.60 8.80 9.00
71.0 m/z 56.10 21.06%
5000
27.0
T e G,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Cyclohexane, 1,2,3-trimethy... Concentration Rank 8

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

8.69 5.90 ng 795050 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 76
2 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 49
3 2-Methvl-2-octene 126 C9H18 016993-86-5 46
4 Cvclooctane. ethvl- 140 C10H20 013152-02-8 46
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 43

Abundance Scan 1123 (8.692 min): BF112090.D (-1119) (-) m/z 69.10 100.00%
69.1
5000 4Ll 111.1
135.1 o
165.2 181.2196-2 8.40 8.60 8.80 9.00
m/z 55.10 53.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0
410 111.0
5000 U R R R R
126.0 8.40 8.60 8.80 9.00
m/z 41.10 51.06%
150 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
41.0 U R R R
8.40 8.60 8.80 9.00
5000 111.0 m/z 57.10 46.71%
||||||||||||||||||?|.‘?|||||||||||1|4|0.|0|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11520: 2-Methyl-2-octene i A B
69.0 8.40 8.60 8.80 9.00
41.0 m/z 111.10 45 _37%
5000
‘ 126.0
"'IZQP"Mh'J““ Jj"???" |}}%9|"" DN SN SN O U L R R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Undecane, 5-ethyl- Concentration Rank 19

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

8.83 4.04 ng 543843 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 53
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
3 Octadecane. 1-chloro- 288 C18H37CI 003386-33-2 50
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 50
5 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 47

Abundance Scan 1146 (8.827 min): BF112090.D (-1144) (-) m/z 57.10 100.00%
57.1
5000
97.1
177.2 SR T R IR I
| " 121.1 149.2 8.40 8.60 880 9.00 9.20
rrrpreroteelby m/z 71.10 61.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 LRSS AR BB RN N
8.40 8.60 880 9.00 9.20
29.0 85.0 m/z 43.10 59.26%
. . 126.0 1550
m/z--> 20 40 60 80 100 150 140 1éo 180 200 220 240 260 280
Abundance #59887: Tridecane, 6-methyl-
57.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 42 .60%
85.0
29.0
LLoLd | 1260 4690
m/z--> 20 45 60 éo 160 120 140 160 180 200 220 240 260 280
Abundance #134594:; Octadecane, 1-chloro- L NN NN L L
57.0 8.40 8.60 8.80 9.00 9.20
m/z 55.10 36.34%
5000 850
29.0

Il ﬂ101330 161.0 189.0 217.0 245.0  288.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown8.93 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.93 4_.50 ng 606245 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvridinethione. 1-methvl- 125 C6H7NS 002044-27-1 25
2 Diisopropvilcvanamide 126 C7H14N2 003085-76-5 25
3 Pvrimidine. 2.4.5-triamino- 125 C4H7N5 003546-50-7 22
4 2-Aminothiophenol. N.S-diacetvl- 209 C10H11NO2S 1000353-08-2 22
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 15
Abundance Scan 1163 (8.927 min): BF112090.D (-1159) (-) m/z 69.10 100.00%

5000

178.1 8.60 8.80 9.00 9.20
m/z 57.10 86 .40%

149.1163.1

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #10831: 2(1H)-Pyridinethione, 1-methyl-
125.0
R e Ena s S REmEE
5000 810 8.60 8.80 9.00 9.20
m/z 125.10 82.22%
39.0 65.0 970
IIIIIIII.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11228: Diisopropylcyanamide
69.0
T
430 8.60 8.80 9.00 9.20
5000 m/z 41.10 56.61%
28.0
126.0
‘ 83.0 111.0
Lill Ll . N | .
L o L o o B e BN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10747: Pyrimidine, 2,4,5-triamino- B A e R
125.0 8.60 8.80 9.00 9.20
m/z 43.10 55.66%
5000
43.0
‘ J( 0 83.0 108.0
,....M.J”,.v..N..”,....,J...,.”.,....,...., S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown9.03 Concentration Rank 11

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

9.03 4.52 ng 586477 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 30
2 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 30
3 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 27
4 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20 002223-52-1 14
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 11

Abundance Scan 1180 (9.027 min): BF112090 D (-1177) (-) m/z 133.10 100.00%

5000

16311802 8.60 880 9.00 9.20 9.40

m/z 69.10 79.67%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
5000 55.0 125.0 IS L L
8.60 8.80 9.00 9.20 9.40
m/z 41.10 59.11%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
R e o o S R
8.60 8.80 9.00 9.20 9.40
0
5000 55.0 195.0 m/z 55.10 51.62%
29.0
| ‘\ 6 9301100 | 139.01540
w""|”"|"”|""w"'|'”'|"'w""|”"|'
m/z--> 60 80 100 120 140 160 180 200
Abundance #47289: Cyclopentane, 1,2-dibutyl- I REEmE e
69.0 8.60 8.80 9.00 9.20 9.40
m/z 57.10 51.54%
55.0
5000
125.0
29.0 ‘ ‘ 97.0
182.0
“ | ‘ il ‘\ | \‘ L \“ I i 139.0154.0 1

m/z--> 20 40 60 80 100 120 140 160 180 200 8. 60 8.80 9. 00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptylcyclohexane Concentration Rank 16

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

9.05 4_.17 ng 541029 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 72
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 68
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
5 3-Cyclohexyl-1-chloropropane 160 C9H17CI 001124-62-5 59

Abundance Scan 1184 (9.051 min): BF112090.D (-1182) (-) m/z 83.10 100.00%
83.1
55.1
5000
39 111 135.1151.1 182.2 ” I8I.86I Ié.Obl I9I.26I I9I.46I I
m/z 82.10 74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47280: Heptylcyclohexane
83.0
55.0
5000 U AR R A
8.80 9.00 9.20 9.40
m/z 55.10 74.64%
39,0 98.0 182.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0 880 9.00 9.20 9.40
5000 m/z 41.10 45_70%
29.0 154.0
...,.‘.‘..‘,“...“l‘,.‘:“..,l..9.8',0....}2.6.'(.).,...‘.,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11540: Cyclohexane, propyl- R EmEEs e
550 83.0 8.80 9.00 9.20 9.40
: m/z 57.10 36.86%
5000
"W'U'JH”'NI'M”Iw'?gﬂ"'l”"l"”I"'W""I' U L R R I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 3

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

9.17 12.28 ng 1594940 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 52
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 50

Abundance Scan 1204 (9.169 min): BF112090.D (-1201) (-) m/z 57.10 100.00%
57.1
5000 aih
1271 880 9.00 9.20 9.40 9.60
0 ,," - L) 1430191 1832 2122 h7 71,10 92.11%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 RS VAR AR AR N
8.80 9.00 9.20 9.40 9.60
m/z 43.10 55.13%

183.0 206.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethy!-
57.0
R R M o
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10 38.90%
4110 85.0
254&’ \‘\ ‘ I Il ‘ 11? 0 ] 141.0 183.0
L A maa e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71406: Dodecane, 2,6,11-trimethyl- L e e R Aa o
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 37.30%
41)0
5000 85.0
113.0
ERUTVENY NN S Y R S M . A
m/z--> 20 40 60 80 100 120 140 160 180 200 8. 80 9.00 9. 20 9.40 9. 60

8270-BF011619.M Fri Jan 18 03:41:04 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown9.30 Concentration Rank 5

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

9.30 10.95 ng 1421300 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 41
2 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 38
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
4 Tetradecane. 1-fluoro- 216 C14H29F 000593-33-9 30
5 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 25

Abundance Scan 1226 (9.298 min): BF112090.D (-1223) (-) m/z 57.10 100.00%
57.1
411

193.2

5000

9.00 9.20 9.40 9.60
m/z 43.10 87.31%

0 140.1 161.1177.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #72868: 2-Hexyl-1-octanol
57.0
41/0
5000 LB I LI LB L
85.0 9.00 9.20 9.40 9.60
111.0 m/z 41.10 79.63%
J, 128.0 168.0 196.0
e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72869: 2-Ethyl-1-dodecano
57.0
410 N —
9.00 9.20 9.40 9.60
5000 m/z 55.10 75.79%
83.0
111.0

I |, 1390 1680 1060

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95993: 1-Decanol, 2-hexyl- B B R
57.0 9.00 9.20 9.40 9.60

m/z 193.20 68.88%

41,0
5000 85.0

Lo . 139.0155.0 180.0196.0 2240
Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

‘ 111.0
N
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Library Search Compound Report

8270-BF011619.M Fri

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown9.35 Concentration Rank 10

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

9.35 4.65 ng 603684 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-ethvl-3-methvl- 184 C13H28 017312-66-2 14
2 Benzene. 1-(bromomethvl)-2-methvl- 184 C8H9Br 000089-92-9 14
3 m-Tolvlacetic acid 150 C9H1002 000621-36-3 14
4 Benzeneacetic acid. .alpha.-methvl- 150 C9H1002 000492-37-5 14
5 Benzene, (1-bromoethyl)- 184 C8H9Br 000585-71-7 14

Abundance Scan 1235 (9.351 min): BF112090.D (-1231) (-) m/z 105.10 100.00%
105.1
57.1
5000
a1l I R RAREEEEE S SR
0.1 173.1191.2 9.00 9.20 9.40 9.60
B! | R 2102 | sz 57.10  62.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48910: Decane, 3-ethyl-3-methyl-
57.0 85.0
5000 LI L L L L L L L B
a1lo 9.00 9.20 9.40 9.60
155.0 m/z 71.10 38.41%
21-qu |‘| 1 11?'0 .
T o o o o o LB e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49228: Benzene, 1-(bromomethyl)-2-methyl-
105.0
 E  E  EEEEEE s s S
9.00 9.20 9.40 9.60
5000 m/z 43.10 37.03%
51.0 79.0
ML N RN, . b e—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24407: m-Tolylacetic acid B B
105.0 9.00 9.20 9.40 9.60
m/z 85.10 30.66%
5000 150.0
77.0
270 510 l 132.0
L o o B o o N LA e e i e R R REEEE s s R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

Jan 18 03:41:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Tridecane, 4-cyclohexyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.89 ng 505010 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4-cvclohexvl- 266 C19H38 013151-89-8 64
2 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 58
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 43
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 43
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
Abundance Scan 1373 (10.163 min): BF112090.D (-1369) (-) m/z 83.10 100.00%
83.1
55.1
5000

9.80 10.00 10.20 10.40
m/z 82.10 69.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115915: Tridecane, 4-cyclohexyl-
57.0 83.0

9.80 10.00 10.20 10.40
m/z 55.10 55.88%

5000

29.0

111.0 1390 182.0 223.0

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

Abundance #104193: Dodecane, 6-cyclohexyl-
57.
83.0 IIIIIIIIIIIIIIIIIIIIIII
9.80 10.00 10.20 10.40
5000 m/z 41.10 39.48%
111.0
290 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58301: Cyclohexane, octyl- R EE R E s
83.0 9.80 10.00 10.20 10.40
m/z 97.10 33.92%
5000 55.0
380 4 | | 1120 1300 1650 1960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 10. OO 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Pentadecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.55 4.24 ng 551060 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
2 Heptacosane 380 C27H56 000593-49-7 72
3 Pentadecane 212 C15H32 000629-62-9 68
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 62

Abundance Scan 1439 (10.551 min): BF112090.D (-1436) (-) m/z 57.10 100.00%
57.1
5000
99.1 166.1 10.20 10.40 10.60 10.80
o...-.\,.!.".ll, jigrp ooy 2011 2892 | ‘m/z 71.10 58.18%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 NSRS SN

10.20 10.40 10.60 10.80
m/z 43.10 46.74%

27,0 99.0
)Ly ,| j 4 1410 1830 2390
g 7
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
B B .
10.20 10.40 10.60 10.80
5000 m/z 85.10 30.03%
99.0
ﬂO\,,llmw:m0250%m 323.0 3800
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane B B
57.0 10.20 10.40 10.60 10.80
m/z 41.10 22.82%
5000
200l 190 1410 18302120
m/z--> 50 100 150 200 250 300 350 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\

Data File : BF112090.D

Aca On : 17 Jan 2019 15:38

Operator : JU/SJ

Sample : K1167-11 et ppstpiarade gt
Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.82 5.57 ng 575929 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 91
2 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 87
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 72
Abundance Scan 1485 (10.821 min): BF112090.D (-1479) (-) m/z 57.10 100.00%
57.1
5000
113.1 RIS SR U SUARAA
133.1 183.2 10.60 10.80 11.00 11.20
- .3.9,13. . 155.0 2123 2442 m/z 71.10 83.64%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0 71.0
5000 LRI LN UL SULRULE I
10,60 10.80 11.00 11.20
m/z 43.10 54_.01%
” I, 141.0 169.0 197.0

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

Abundance #71397: Tridecane, 3-ethyl-
43.0
EREE e e
71.0 10.60 10.80 11.00 11.20
5000 m/z 85.10 33.74%
183.0
99.0
| AL \“ ‘ o 1270 140 | 2120
et e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl- s e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 22.19%
5000
85.0
112.0
39 I ‘ | 1410 1830 226.0
S B e N A I B e EAREARERREEEESS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. OO 11. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011719\

Data File : BF112090.D

Acq On : 17 Jan 2019 15:38 Instrument :
Operator : JU/SJ BNA_F

Sample - K1167-11 ClientSampleld :
Misc - CLOVER-YARD-B
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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-Pentanone, 4-hy... 5.09 4.5 ng 479293 1 6.86 2143040 20.0
unknown6 .64 6.64 73.8 ng 7913570 1 6.86 2143040 20.0
Benzene, l-etheny... 6.70 4.1 ng 436674 1 6.86 2143040 20.0
1-Ethyl-2,2,6-tri... 7.13 4.5 ng 476951 1 6.86 2143040 20.0
Benzene, 1l-methyl... 8.36 6.3 ng 854855 2 8.15 2695410 20.0
o-Cymene 8.42 6.8 ng 912536 2 8.15 2695410 20.0
Octane, 2,6-dimet... 8.57 11.8 ng 1584900 2 8.15 2695410 20.0
Cyclohexane, 1,2,... 8.69 5.9 ng 795050 2 8.15 2695410 20.0
Undecane, 5-ethyl- 8.83 4.0 ng 543843 2 8.15 2695410 20.0
unknown8.93 8.93 4.5 ng 606245 2 8.15 2695410 20.0
unknown9.03 9.03 4.5 ng 586477 3 9.90 2596760 20.0
Heptylcyclohexane 9.05 4.2 ng 541029 3 9.90 2596760 20.0
Dodecane, 2,6,10-... 9.17 12.3 ng 1594940 3 9.90 2596760 20.0
unknown9 .30 9.30 10.9 ng 1421300 3 9.90 2596760 20.0
unknown9 .35 9.35 4.7 ng 603684 3 9.90 2596760 20.0
Tridecane, 4-cycl... 10.16 3.9 ng 505010 3 9.90 2596760 20.0
Pentadecane, 2,6,... 10.55 4.2 ng 551060 3 9.90 2596760 20.0
Dodecane, 2,6,11-... 10.82 5.6 ng 575929 4 11.39 2066270 20.0
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