LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample : J3562-04

Misc :

ALS Vial : 42 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-BF061118.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 2.449 15 19 24 rVB4 25658 44393 1.50% 0.129%
2 2.702 49 62 73 rvB4 51379 154272 5.21% 0.449%
3 2.925 94 100 109 rVB3 97171 215885 7.28% 0.629%
4 3.184 133 144 145 rBV4 19985 42492 1.43% 0.124%
5 3.231 146 152 159 rvVvB 78728 163691 5.52% 0.477%
6 3.572 203 210 212 rBV2 19311 32504 1.10% 0.095%
7 3.607 212 216 220 rVB3 28653 44787 1.51% 0.130%
8 3.755 232 241 244 rBV3 17234 32926 1.11% 0.096%
9 3.813 245 251 257 rVB 90177 134096 4_.52% 0.391%
10 4.002 279 283 288 rVB2 32185 40945 1.38% 0.119%
11 4.072 288 295 299 rBvV4 21833 40103 1.35% 0.117%
12 4.160 304 310 317 rVB 63188 88069 2.97% 0.257%
13 4.296 323 333 336 rBV3 23113 41685 1.41% 0.121%
14 4.343 336 341 345 rvv2 38397 52013 1.76% 0.152%
15 4.390 345 349 355 rVB3 21089 32031 1.08% 0.093%
16 4_.478 359 364 370 rBV2 48997 80555 2.72% 0.235%

17 4.660 390 395 399 rBV3 93656 129101 4_36% 0.376%
18 4.754 407 411 415 rVB 121238 137624 4.64% 0.401%

19 4.990 448 451 454 rBV2 34060 37083 1.25% 0.108%
20 5.019 454 456 460 rVB 47393 42318 1.43% 0.123%
21 5.066 460 464 467 rBv4 27952 45609 1.54% 0.133%
22 5.149 475 478 481 rVB 30495 31699 1.07% 0.092%

23 5.196 481 486 492 rVvv2 132503 156893 5.29% 0.457%
24 5.260 492 497 501 rVV2 142429 161830 5.46% 0.471%
25 5.325 505 508 514 rVB3 58808 67091 2.26% 0.195%

26 5.419 522 524 528 rVB4 25123 32914 1.11% 0.096%
27 5.584 545 552 554 rBvV3 177495 332932 11.23% 0.970%
28 5.613 554 557 561 rVB 1480998 1304369 44.01% 3.800%
29 5.701 569 572 575 rVB 37985 38423 1.30% 0.112%
30 5.772 575 584 589 rBvV 167378 217457 7.34% 0.634%

31 5.819 589 592 596 rvv2 42602 50997 1.72% 0.149%
32 5.854 596 598 600 rvv2 38843 38007 1.28% 0.111%
33 5.884 600 603 610 rVvB3 51589 69541 2.35% 0.203%
34 5.996 616 622 624 rBvV2 56146 54871 1.85% 0.160%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample : J3562-04

Misc :

ALS Vial : 42 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 6.278 666 670 672 rBv2 26468 31790 1.07% 0.093%
36 6.301 672 674 676 rvV 53071 45407 1.53% 0.132%
37 6.331 676 679 681 rvv 40300 38190 1.29% 0.111%
38 6.372 681 686 688 rvv2 32236 40862 1.38% 0.119%
39 6.396 688 690 694 rvVB 121341 121268 4_.09% 0.353%
40 6.490 699 706 708 rBvV2 48555 61434 2.07% 0.179%

41 6.519 708 711 716 rvV 477013 400187 13.50% 1.166%
42 6.566 716 719 722 rVB 795194 637878 21.52% 1.858%
43 6.607 723 726 730 rBV 1040425 854851 28.84% 2.491%
44 6.648 730 733 737 rVB 1174285 969895 32.73% 2.826%
45 6.748 745 750 753 rBV 2262090 2309174 77.92% 6.728%

46 6.790 753 757 760 rVB 2127244 1822120 61.48% 5.309%
47 6.966 783 787 790 rBV 813099 672799 22.70% 1.960%
48 7.019 793 796 803 rVB 939960 846718 28.57% 2.467%
49 7.125 809 814 816 rBV 2368376 2256249 76.13% 6.574%
50 7.143 816 817 820 rVB 425979 290479 9.80% 0.846%

51 7.207 825 828 830 rBvV 205128 161807 5.46% 0.471%

52 7.231 830 832 836 rvB2 33927 37087 1.25% 0.108%
53 7.278 836 840 842 rBV 252654 241315 8.14% 0.703%
54 7.295 842 843 846 rVB 60479 41787 1.41% 0.122%
55 7.354 850 853 858 rvB 109728 97011 3.27% 0.283%

56 7.419 860 864 867 rBvV 223605 221036 7.46% 0.644%
57 7.448 867 869 872 rVB 184581 143759 4._.85% 0.419%
58 7.495 873 877 879 rBvV 499704 447910 15.11% 1.305%
59 7.531 879 883 886 rvv 2156340 2337551 78.88% 6.810%
60 7.595 889 894 899 rBV6 43479 69082 2.33% 0.201%

61 7.642 899 902 905 rvB2 214093 172211 5.81% 0.502%
62 7.725 913 916 919 rBV 337679 313281 10.57% 0.913%
63 7.754 919 921 924 rVvV 511780 373318 12.60% 1.088%
64 7.807 927 930 933 rVB 40199 34073 1.15% 0.099%
65 7.890 941 944 946 rBV2 87435 80088 2.70% 0.233%

66 7.913 946 948 953 rVB 436676 377145 12.73% 1.099%
67 7.978 953 959 963 rBvV 876051 847010 28.58% 2.468%

68 8.054 969 972 974 rVB3 35296 39340 1.33% 0.115%
69 8.084 974 977 979 rVB 108809 77436 2.61% 0.226%
70 8.184 990 994 996 rBV2 22966 32381 1.09% 0.094%

71 8.248 996 1005 1010 rvv2 977211 1298966 43.83% 3.785%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample : J3562-04

Misc :

ALS Vial : 42 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 8.290 1010 1012 1015 rVvVv 187557 153831 5.19% 0.448%
73 8.325 1016 1018 1021 rVB 53577 41498 1.40% 0.121%
74 8.437 1035 1037 1040 rvB2 32003 30682 1.04% 0.089%
75 8.507 1044 1049 1053 rBvV2 90913 158018 5.33% 0.460%
76 8.542 1053 1055 1058 rVvB 62137 49011 1.65% 0.143%
77 8.625 1066 1069 1072 rBV 106563 80823 2.73% 0.235%
78 8.707 1080 1083 1087 rBvV 91336 90099 3.04% 0.263%
79 8.760 1087 1092 1095 rvB2 91819 105106 3.55% 0.306%
80 8.837 1101 1105 1108 rBV2 84292 85343 2.88% 0.249%
81 8.913 1115 1118 1120 rBV 57353 51970 1.75% 0.151%
82 8.960 1123 1126 1128 rVV 98968 76576 2.58% 0.223%
83 8.984 1128 1130 1133 rVB 64035 47219 1.59% 0.138%

84 9.060 1138 1143 1147 rBV3 173065 199427 6.73% 0.581%
85 9.325 1182 1188 1191 rBV 3060974 2963613 100.00% 8.634%

86 9.489 1213 1216 1220 rBV 85812 79151 2.67% 0.231%
87 9.566 1226 1229 1231 rBV 51946 48006 1.62% 0.140%
88 9.589 1231 1233 1236 rVB 56658 46426 1.57% 0.135%
89 9.713 1251 1254 1258 rBV 90721 74692 2.52% 0.218%
90 10.007 1300 1304 1308 rBV 892274 760017 25.64% 2.214%
91 10.419 1371 1374 1377 rVB2 44255 33723 1.14% 0.098%
92 10.801 1434 1439 1442 rBV 1587155 1462351 49.34% 4.261%
93 10.889 1452 1454 1459 rBV 35167 38190 1.29% 0.111%

94 11.495 1554 1557 1561 rBV 704628 606222 20.46% 1.766%
95 13.083 1823 1827 1830 rBV 2679204 2479440 83.66% 7.224%

96 13.966 1973 1977 1982 rBV2 72122 83905 2.83% 0.244%
97 14.142 2003 2007 2011 rBV 763161 724985 24 .46% 2.112%
98 14.995 2149 2152 2156 rVB 76139 75996 2.56% 0.221%

99 15.677 2263 2268 2278 rVB 497441 644869 21.76% 1.879%

Sum of corrected areas: 34323290
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF106567.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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

Peak Number 1 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 19

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

2.70 4_.59 ng 154272 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 76
2 3.5-Dimethvicvclopentene 96 C7H12 007459-71-4 74
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 68
4 2-Hexvne. 4-methvl- 96 C7H12 020198-49-6 59
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 59

Abundance Scan 62 (2.702 min): BF106567.D (-49) (-) m/z 81.10 100.00%
81.1
41.0
5000 550  69.0
96.1 SEBUVARBS NSRS ua RS
| L | I 240 260 280 3.00
.w....“...“...ih..,.i.,.utl..m,...w....“... m/z 41.00 53.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2918: 1,3-Pentadiene, 2,3-dimethyl-
81.0
5000 96.0 S AL R A
41.0 530 240 2.60 2.80 3.00
27.0 ‘ 67.0 m/z 55.00 39.16%
‘ | . I \ \‘\ [, ‘ ‘ !
'W""I”"I"”I""""I"'I"'W""I”"I"”
m/z--> 10 40 50 80 90 100
Abundance
81.0
240 2.60 2.80 3.00
5000 m/z 69.00 38.59%
39.0
27.0 53.0 96.0
15.0 67.0
mz-> 10 20 30 40 50 60 70 80 90 100 "
Abundance #2911: Cyclopentene, 4,4—dimethy|— L L L B | e ]
81.0 240 2.60 2.80 3.00
m/z 79.00 29.19%
5000
27.0 80 o 9.0
"I}?ql'”'l'”'l'”'l'”'l'”lI'”'I'”'I'”'I'”' U S A
m/z--> 10 70 80 90 100 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclopropane, 1,1,2,3-tetra... Concentration Rank 11

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

2.93 6.42 ng 215885 1,4-Dichlorobenzene-d4 6.97

1 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 78

MW  MolForm CAS# Qual

2 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 72
3 2(5H)-Furanone. 5-methvl- 98 C5H602 000591-11-7 72
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 64
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 64
Abundance Scan 101 (2.931 min): BF106567.D (-94) (-) m/z 54.95 100.00%
55.0
83.1
41.0
5000 98.1
6?-0 | %09 | 2.60 2.80 3.00 3.20
S N B S PUSBSTEN X Y -/ I P m/z 83.10 66.70%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3411: Cyclopropane, 1,1,2,3-tetramethyl-
55.0
5000 410 83.0 SR RRARE AR RS RARS
2.60 2.80 3.00 3.20
27.0 98.0 m/z 41.00 56.42%
69.0
"I"'L“'"'MIM"I'Ml'?%QNNI""I""I""I"'
m/z--> 20 40 50 60 70 80 90 100
Abundance
55.0 83.0
410 2.60 2.80 3.00 3.20
5000 m/z 81.10 54 _43%
98.0
67.0
mz-> 20 30 40 50 60 70 80 90 100
Abundance #3106: 2(5H)-Furanone, 5-methyl- S A L as:
55.0 2.60 2.80 3.00 3.20
43.0 m/z 98.10 37 .83%
5000 27.0 83.0 98.0
69.0
"|"“|'?qqﬂl”'i”“l'l'”'M""l“"|3"“|
m/z--> 20 40 50 70 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclohexane, methyl- Concentration Rank 14

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

3.23 4.87 ng 163691 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 83
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 64
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 59
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 59
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 58

Abundance Scan 152 (3.231 min): BF106567.D (-146) (-) m/z 83.10 100.00%
55.0 83.1
5000 41.0 98.1 j\ J\
69.0 AR RREAE SRR SRR A
| || | 280 3.00 3.0 3.40 3.60
O L T I e S m/z 55.00 93.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3340: Cyclohexane, methyl-
55.0 83.0
41.0
5000 98.0
2.80 3.00 3.20 3.40 3.60
21.0 ‘ 70.0 m/z 41.00 43.00%
"I}?RI"'W'"'P"'I”"I'”'I"'W""P"'I”"
m/z--> 10 40 50 60 80 90 100
Abundance
55.0 83.0
2.80 3.00 3.20 3.40 3.60
5000 41.0 m/z 98.10 37.76%
98.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3351: 2-Pentene, 2,3-dimethyl- \/,\. R e SR L
55.0 83.0 2.80 3.00 3.20 3.40 3.60
m/z 42.00 25_.78%
41.0
5000 98.0
270 69.0
"|}?q|"“|'"'w"'|“'““'““h"'w“”"w"”l“"
m/z--> 10 20 30 40 50 60 80 90 100 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown5.20 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
5.20 4.66 ng 156893 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Cvclohexvlethanol. methvl ether 142 C9H180 1000365-12-8 35

2 Hvdroperoxide. l1l-ethvibutvl 118 C6H1402 024254-56-6 33
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 3-Octanol 130 C8H180 000589-98-0 25

5 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 25

Abundance Scan 487 (5.201 min): BF106567.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
il 71.0 g3 11 480 500 520 5.40 5.60
e et e e e e e e e e m/z 59.00 54 .06%

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

Abundance #20044: 1-Cyclohexylethanol, methyl ether
59.0
5000 llll|}\|||||IIIAI|IIII|II
480 5.00 5.20 5.40 5.60
m/z 101.10 17 .25%
150 290 410 700 810 950 1100 127.0 142.0
R A L LA ARARRSERERaEE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
55.0 B o e e
480 5.00 5.20 5.40 5.60
5000 m/z 111.10 16.49%
29.0
73.0 g5
100.0

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

Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 580 4.80 5.00 5.20 5.40 5.60
m/z 41.00 15.25%
5000
71.0 82.0
..,....,....,....,l...,..:.,...‘.‘,‘....,.‘...,.... e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclopentanol, 3-methyl- Concentration Rank 16

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

5.26 4.81 ng 161830 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 3-methvl- 100 C6H120 018729-48-1 56
2 Cvclopentanol. 2-methvl-. cis- 100 C6H120 025144-05-2 40
3 2-Hexen-1-ol. (E)- 100 C6H120 000928-95-0 32
4 Cis-3-methvlpent-3-ene-5-ol 100 C6H120 030804-75-2 27
5 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 27

Abundance Scan 497 (5.260 min): BF106567.D (-492) (-) m/z 57.00 100.00%
57.0
5000
5.00 5.20 5.40 5.60
m/z 71.00 68.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3894: Cyclopentanol, 3-methyl-
57.0
5000 41.0
5.00 5.20 5.40 5.60
6.0 m/z 41.00 44_36%
1??..”,..”,...w..?ﬁQ...“...,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
" 500 520 540 560
5000 410 m/z 67.00 39.04%
' 82.0
100.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3823: 2-Hexen-1-ol, (E)-
57.0 5.00 5.20 5.40 5.60
m/z 56.00 36.48%
41.0
5000
82.0
B
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60

8270-BF061118.M Tue Jun 19 15:28:49 2018

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Hexen-1-ol, (2)- Concentration Rank 10

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

5.77 6.46 ng 217457 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexen-1-ol. (2)- 100 C6H120 000928-94-9 52
2 Cvclohexanol 100 C6H120 000108-93-0 52
3 Cvclopentanol. 2-methvl- 100 C6H120 024070-77-7 38
4 2-Hexen-1-ol. (E)- 100 C6H120 000928-95-0 38
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 37

Abundance Scan 584 (5.772 min): BF106567.D (-575) (-) m/z 57.00 100.00%
57.0
5000 43.0 820
67.0 R
| | ‘” | | I 96.1 540 560 5.80 6.00 6.20
— ...,-” bt L 1120 m/z 42.95 44.61%
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance #3811. 2-Hexen-1-ol, (2)-
57.0
5000 41.0 RS SRR LS R
67.0 82.0 540 560 580 6.00 6.20
29.0 ‘ m/z 82.00 39.43%
"|}?R |"jj“"'jlﬂ'"|”Hlhl"'”Jl"'l”"'l"}P?R T
m/z--> 10 20 30 60 70 80 90 100 110
Abundance
57.0
5.40 5.60 5.80 6.00 6.20
5000 82.0 m/z 40.95 38.22%
44.0 67.0
29.0
15.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3892: Cyclopentanol, 2-methyl- s B a I e tha
57.0 5.40 5.60 5.80 6.00 6.20
m/z 55.00 30.98%
5000 41.0
82.0
31.0
T |""|""'MI‘J"|"H' |" "|" T ?}'q }??'9 T LU R R R
m/z--> 10 20 30 40 50 80 90 100 110 5.40 5.60 5.80 6.00 6.20

8270-BF061118.M Tue Jun 19 15:28:50 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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, l-ethyl-2-methyl- Concentration Rank 6

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

6.52 11.90 ng 400187 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 711 (6.519 min): BF106567.D (-708) (-) m/z 105.05 100.00%
106.1
5000
120.1
20 510 o 70 910 % o ok oo
e e et e el et mZZz 120.10  30.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
]
5000 SRR AR RS S
120.0 6.20 6.40 6.60 6.80
m/z 76.95 11.96%
150 270 390 510 650 (70 gﬁo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0
6.20 6.40 6.60 6.80
5000 m/z 91.00 10.23%

150 27.0 390 510 650 77.0 910

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80
0
120.0 m/z 79.05 9.75%
5000
150 270 390 510 50 (10 910
i B B o o o B o e e e e S A )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

8270-BF061118.M Tue Jun 19 15:28:50 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 68.64 ng 2309170 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.748 min): BF106567.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 SRR SRS UL SRR
40.0 54.0 6.40 6.60 6.80 7.00
82.0 e — m/z 68.05 39.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS AR LA
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .10%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
R RARAERARSERARSE LR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.23%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e g
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.82%
74.0
5000 9go 1160
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e E  AREAREE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061118.M Tue Jun 19 15:28:51 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.79 54.17 ng 1822120 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 757 (6.790 min): BF106567.D (-753) (-) m/z 105.10 100.00%
105.1
5000 120.1
390 510 g50 'O 910 6.40 6.60 6.80 7.00 7.20

e prrrr e pr e it et el et e | Tm/Zz 120.10  43.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-

105.0

120.0

5000
6.40 6.60 6.80 7.00 7.20

m/z 76.95 12 .22%

39.0 510 7.0 910
X N NS RN N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance

105.0

120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 119.10 11.82%

150 27.0 390 510 650 770 910
LANLIN INLL L L L L L L L L L L L L LB B

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

Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 91.05 10.20%
120.0
5000
270 410510 650 77"0 91.0 ‘
| 1 Ao o) ! . L il
LN o o o o o e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20

8270-BF061118.M Tue Jun 19 15:28:52 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Indane Concentration Rank 7

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

7.14 8.63 ng 290479 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 83
3 (2)-1-Phenvilpropene 118 C9H10 000766-90-5 81
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H10 007785-10-6 80

Abundance Scan 817 (7.143 min): BF106567.D (-816) (-) m/z 117.10 100.00%
117.1
5000
91.0
390 510 630 779 | 103.0 6.80 7.00 7.20 7.40
R R o o e e R e m/z 118.10 55.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117.0
5000

6.80 7.00 7.20 7.40
m/z 115.05  29.81%

91.0
15.0 27.0 39\'0 5':'?'0 \6?\'\0 77'0 \‘ 103'0 ‘\\
T T T T e T [ e )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.05 15.87%
91.0
o70 390 5L0 650 77.0 103.0
I B o o N o o o RS SR s s s a s ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8954: (2)-1-Phenylpropene
117.0 6.80 7.00 7.20 7.40
m/z 116.05 7.54%
5000
91.0
390 510 630 779 103.0
..,.1.5'.9,..2.7".?...a‘,....H:..l,lU..,.l‘l‘l,....‘,a...,:‘...,....‘,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF061118.M Tue Jun 19 15:28:52 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1,3-diethyl- Concentration Rank 17

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

7.21 4.81 ng 161807 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 83
5 p-Cymene 134 C10H14 000099-87-6 81

Abundance Scan 828 (7.207 min): BF106567.D (-825) (-) m/z 119.10 100.00%
105.1 119.1
5000 1341
91.1
77.0
39.0 51.0 65.0 I 6.80 7.00 7.20 7.40 7.60

..,....,....,....',-....i':'..'.,.'...,...|!|,....-,....,..!.,..'.'.,'....,..'..,.. m/z 105.05  99.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14839: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0 A AT
6.80 7.00 7.20 7.40 7.60
91.0 m/z 134.10 47 .84%
270 390 510 es50 ' °
"I:!-'S.'(')I"""I""‘I"'"i""'l"""I""HI""I""I'M'I"""l'"'I""'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 25.90%

91.0

150 270 410 539 650 70

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

Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 17.10%
5000
134.0
270 390 510 5.0 77.0 9L0 050 |
| | L ul L, mim L1 i
B B L o O N RS ERnas o S RRRRR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF061118.M Tue Jun 19 15:28:53 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 o-Cymene Concentration Rank 9

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

7.42 6.57 ng 221036 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 864 (7.419 min): BF106567.D (-860) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0

39.0 5.0 650 77-0 10?'1 7.00 7.20 7.40 7.60 7.80
S G SRS A 1N SO 1 SIS | BN A m/z 134.10 33.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14811: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60 7.80
91.0 134.0 m/z 91.00 19.76%
70 410 590 80 70 a3
T T [ T T T R T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.10 14 .00%
91.0 134.0

77.0
15.0 27.0 39.0 51.0 65.0 105.0

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

Abundance #14809: p-Cymene
119.0 7.00 7.20 7.40 7.60 7.80
m/z 120.10 10.22%
5000
91.0 134.0
20 410 590 650 10 | 30 |
T T T e R R e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

8270-BF061118.M Tue Jun 19 15:28:54 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 20

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

7.45 4.27 ng 143759 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 869 (7.448 min): BF106567.D (-867) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.0 5.0 650 77.0 103.0 720 7.40 7.60 7.80

P ot e m/z 134.10 29.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
134.0 7.20 7.40 7.60 7.80
9L0 m/z 91.05 14.15%
150270390510650770 ‘ 1@0 |
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 9.82%
134.0
91.0
15.0 27.0 41.0 53.0 65.0 77.0 103.0
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.20 7.40 7.60 7.80
m/z 77.00 6.91%
5000
134.0
91.0
15.0 27.0 410 530 650 77‘0 ‘ ]_030 i
R B L e o o e o RANANEEERSREEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

8270-BF061118.M Tue Jun 19 15:28:54 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

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

7.72 4.82 ng 313281 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 915 (7.719 min): BF106567.D (-913) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 509 65.0 77.0 | 103.0 7.40 7.60 7.80 8.00
et ekl | m/Z 134.10  45.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
390 91.0 m/z 91.00 19.48%
. 77.0
B v N W W LAY R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 12.10%

91.0
150 27.0 410 530 650 77.0 105.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

119.0 7.40 7.60 7.80 8.00
m/z 117.10 9.48%
134.0
5000
39.0 91.0
N O ol o i LIV I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 12

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

7.91 5.81 ng 377145 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 92
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Indan, l-methyl- 132 C10H12 000767-58-8 90

Abundance Scan 947 (7.907 min): BF106567.D (-946) (-) m/z 117.05 100.00%
1171
5000 1321
91.0
51.0 7.60 7.80 8.00 8.20
L ,.!'|.-.,....,....,?5?9.'9. m/z 132.05 37.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
1320 7.60 7.80 8.00 8.20
0
370 5.0 gﬁo ‘ ‘ m/z 115.05 24 .90%
\ el o Ll
miz--> 20 40 60 80 100 120 140 160 180
Abundance
117.0
7.60 7.80 8.00 8.20
5000 1320 m/z 131.10 18.78%
91.0
270 910 749
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 13.84%
5000 132.0
39.0 65.0 91.0 ‘
"'%+9"I'J“Iw"“l"'W*"h“'"J'l”"I""I'”'
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106567.D

Aca On 19 Jun 2018 5:04

Operator : JU/SJ

Sample = J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5

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

7.98 13.04 ng 847010 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 89

Abundance Scan 959 (7.978 min): BF106567.D (-953) (-) m/z 117.10 100.00%
117.1
5000
91.0
5.0 _, 134.1 070 7.60 7.80 8.00 8.20 8.40
; S — ST A1 R m/z 132.10 37.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20 8.40
51.0 m/z 115.10 29.14%
27.0 " 74 ‘ 133.0
|||||‘|||‘|||H‘|‘|“H||“.|P‘|||‘i||“i‘|||‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 119.10 24 .45%
39.0 65.0 91.0 133.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20 8.40
m/z 131.10 19.13%
5000
39.0 65.0 91.0
---.-‘---‘.--“v-.“l‘---“.--‘--.‘---h‘.-lﬁ-‘lo.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061818\
Data File : BF106567.D

Acq On 19 Jun 2018 5:04

Operator : JU/SJ

Sample - J3562-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
1,3-Pentadiene, 2... 2.70 4.6 ng 154272 1 6.97 672799 20.0
Cyclopropane, 1,1... 2.93 6.4 ng 215885 1 6.97 672799 20.0
Cyclohexane, methyl- 3.23 4.9 ng 163691 1 6.97 672799 20.0
unknown5.20 5.20 4.7 ng 156893 1 6.97 672799 20.0
Cyclopentanol, 3-... 5.26 4.8 ng 161830 1 6.97 672799 20.0
2-Hexen-1-ol, (2)- 5.77 6.5 ng 217457 1 6.97 672799 20.0
Benzene, 1-ethyl-.._. 6.52 11.9 ng 400187 1 6.97 672799 20.0
unknown6.75 6.75 68.6 ng 2309170 1 6.97 672799 20.0
Benzene, 1,2,3-tr... 6.79 54_.2 ng 1822120 1 6.97 672799 20.0
Indane 7.14 8.6 ng 290479 1 6.97 672799 20.0
Benzene, 1,3-diet... 7.21 4.8 ng 161807 1 6.97 672799 20.0
o-Cymene 7.42 6.6 ng 221036 1 6.97 672799 20.0
Benzene, l-ethyl-_._. 7.45 4.3 ng 143759 1 6.97 672799 20.0
Benzene, 1,2,4,5-... 7.72 4.8 ng 313281 2 8.25 1298970 20.0
1H-Indene, 2,3-di... 7.91 5.8 ng 377145 2 8.25 1298970 20.0
Benzene, 2-etheny... 7.98 13.0 ng 847010 2 8.25 1298970 20.0
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