LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample = J5965-02

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG111318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.435 19 25 28 rBv5 16937 37221 1.40% 0.143%
2 3.576 46 49 56 rvB2 19280 29886 1.13% 0.115%
3 3.711 67 72 74 rBV5 17566 27808 1.05% 0.107%
4 3.752 74 79 86 rvB 105304 172812 6.51% 0.663%
5 3.981 114 118 119 rBvV2 32631 39670 1.50% 0.152%
6 4.016 120 124 129 rvv2 60446 114926 4.33% 0.441%
7 4.075 130 134 140 rVvv 48962 82587 3.11% 0.317%
8 4.234 151 161 164 rBvV2 39407 70353 2.65% 0.270%
9 4.269 164 167 174 rVB3 26483 40475 1.53% 0.155%
10 4.469 196 201 206 rBv3 15082 28030 1.06% 0.108%
11 4.533 207 212 216 rBV 58568 94830 3.57% 0.364%
12 4.727 234 245 250 rBV3 24496 57468 2.17% 0.221%
13 4.780 250 254 264 rVB7 14301 32102 1.21% 0.123%
14 5.027 289 296 300 rvv2 23538 45370 1.71% 0.174%
15 5.168 315 320 323 rBV2 18638 32681 1.23% 0.125%
16 5.209 323 327 331 rVvv 37114 61104 2.30% 0.235%
17 5.262 331 336 342 rVvv2 39501 78119 2.94% 0.300%

18 5.568 379 388 393 rBV 409880 680382 25.65% 2.612%
19 5.626 393 398 405 rvv 310191 515316 19.42% 1.978%
20 5.697 405 410 420 rVB 24091 59511 2.24% 0.228%

21 6.549 545 555 570 rVB 105897 202303 7.63% 0.777%
22 7.048 633 640 646 rBvV 179159 309761 11.68% 1.189%
23 7.230 661 671 679 rBv2 221413 430641 16.23% 1.653%
24 7.459 704 710 719 rBV 96230 169482 6.39% 0.651%
25 7.612 729 736 743 rBV 578724 1031680 38.89% 3.961%

26 7.712 749 753 759 rvVB 20671 35669 1.34% 0.137%
27 7.941 787 792 794 rBV 24350 40522 1.53% 0.156%
28 7.971 794 797 802 rVB 37832 59028 2.23% 0.227%
29 8.088 809 817 824 rBv2 165713 317176 11.96% 1.218%
30 8.194 829 835 843 rvB2 42470 91190 3.44% 0.350%
31 8.311 849 855 860 rBv2 42373 93033 3.51% 0.357%

32 8.411 864 872 875 rVvV 507654 956578 36.06% 3.672%
33 8.458 875 880 888 rvB 747208 1340579 50.53% 5.147%
34 8.564 891 898 904 rVB 275133 460098 17.34% 1.766%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample = J5965-02

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.717 915 924 929 rBvV2 189471 354371 13.36% 1.360%

36 8.764 929 932 942 rVB2 70081 114263 4_.31% 0.439%
37 8.881 946 952 956 rBV 40551 68372 2.58% 0.262%
38 9.028 968 977 981 rBV2 62440 152450 5.75% 0.585%
39 9.087 982 987 989 rvv4 70949 147163 5.55% 0.565%
40 9.116 990 992 996 rvv3 76441 133831 5.04% 0.514%

41 9.181 997 1003 1010 rVvv3 323276 663952 25.03% 2.549%
42 9.269 1010 1018 1027 rvv2 737757 1431805 53.97% 5.497%

43 9.357 1028 1033 1037 rVvv4 15882 35936 1.35% 0.138%
44 9.434 1039 1046 1055 rvB7 29615 78824 2.97% 0.303%
45 9.522 1055 1061 1074 rVB7 31233 89023 3.36% 0.342%

46 9.710 1086 1093 1098 rVvVv 301626 532249 20.06% 2.043%
47 9.769 1098 1103 1110 rVB 84313 140246 5.29% 0.538%

48 9.886 1114 1123 1130 rBV6 32993 78910 2.97% 0.303%
49 9.962 1130 1136 1141 rBV2 32981 55172 2.08% 0.212%
50 10.080 1149 1156 1160 rBvV4 32123 65916 2.48% 0.253%

51 10.139 1160 1166 1176 rVB 227858 459129 17.31% 1.763%
52 10.286 1185 1191 1198 rVV 308200 605542 22.83% 2.325%

53 10.344 1199 1201 1205 rVB2 29900 39168 1.48% 0.150%
54 10.462 1218 1221 1226 rVB5 23004 38439 1.45% 0.148%
55 10.526 1226 1232 1237 rVV 38172 75559 2.85% 0.290%
56 10.579 1237 1241 1248 rVB 28016 48039 1.81% 0.184%
57 10.756 1262 1271 1276 rBV7 19127 48293 1.82% 0.185%

58 10.867 1282 1290 1292 rBV2 64074 141432 5.33% 0.543%
59 10.908 1292 1297 1301 rVV2 248720 521428 19.65% 2.002%
60 10.955 1301 1305 1311 rVV 235522 449728 16.95% 1.727%

61 11.002 1311 1313 1322 rVB2 37127 59547 2.24% 0.229%
62 11.096 1322 1329 1335 rBV 30986 56681 2.14% 0.218%
63 11.361 1368 1374 1380 rVB4 16257 31055 1.17% 0.119%
64 11.478 1389 1394 1399 rBvV4 21237 48609 1.83% 0.187%
65 11.555 1402 1407 1419 rVB2 42128 92710 3.49% 0.356%
66 11.807 1441 1450 1456 rVB 53027 104323 3.93% 0.401%
67 12.001 1475 1483 1492 rVVv4 28013 81214 3.06% 0.312%
68 12.083 1492 1497 1508 rVB5 23591 64127 2.42% 0.246%
69 12.207 1511 1518 1524 rVB 43975 73668 2.78% 0.283%

70 12.277 1524 1530 1539 rBV3 51241 114191 4_30% 0.438%
71 12.448 1553 1559 1565 rBV3 41783 80261 3.03% 0.308%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample = J5965-02

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG111318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.553 1572 1577 1583 rVB 42868 69494 2.62% 0.267%
73 12.771 1605 1614 1622 rBV2 163605 337126 12.71% 1.294%
74 12.853 1623 1628 1637 rVB9 25671 59804 2.25% 0.230%
75 13.065 1658 1664 1669 rVB6 15295 30072 1.13% 0.115%
76 13.182 1680 1684 1693 rVB7 19317 40001 1.51% 0.154%
77 13.341 1701 1711 1719 rBV 1264629 2050867 77.31% 7.874%
78 13.535 1737 1744 1748 rBVS 14807 32339 1.22% 0.124%
79 13.693 1766 1771 1779 rVB4 18844 46249 1.74% 0.178%
80 14.040 1824 1830 1835 rBV5 17669 41412 1.56% 0.159%
81 14.322 1873 1878 1886 rVB10 13713 30080 1.13% 0.115%
82 14.440 1893 1898 1903 rBV6 15287 28087 1.06% 0.108%

83 14.722 1935 1946 1955 rBV2 405408 715878 26.98% 2.748%
84 14.892 1969 1975 1987 rVB5 54120 113300 4.27% 0.435%

85 15.197 2021 2027 2035 rBV 33664 75469 2.84% 0.290%
86 15.338 2045 2051 2056 rVB4 18203 30571 1.15% 0.117%
87 15.603 2091 2096 2104 rVB4 34365 72285 2.72% 0.278%

88 16.208 2192 2199 2210 rBV3 899219 1455067 54.85% 5.586%
89 17.471 2406 2414 2421 rBV 448082 730970 27.55% 2.806%

90 18.323 2555 2559 2565 rBV2 49927 76353 2.88% 0.293%
91 18.388 2566 2570 2578 rVB 24158 40600 1.53% 0.156%
92 19.592 2771 2775 2784 rBV3 49591 85334 3.22% 0.328%

93 20.068 2850 2856 2862 rBV 2056962 2652929 100.00% 10.185%
94 21.754 3135 3143 3151 rBV2 444309 804831 30.34% 3.090%

95 22.518 3268 3273 3283 rVB2 25089 45678 1.72% 0.175%

96 23.229 3386 3394 3400 rBV3 32603 71176 2.68% 0.273%

97 24.046 3526 3533 3541 rVB 39946 98032 3.70% 0.376%

98 25.074 3691 3708 3722 rVB2 264887 880247 33.18% 3.379%

99 26.179 3884 3896 3904 rBV6 22530 75633 2.85% 0.290%

100 27.571 4121 4133 4144 rBV10 10973 43259 1.63% 0.166%
Sum of corrected areas: 26047160
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
2000000

1500000

1000000

500000

04
Time-->

TIC: BG038032.D

5.5

.63 .18 .
9.71 102.[](-) 29 Y6

37 12.77

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2000000

1500000

1000000

500000

3.1
o

TIC: BG038032.D

20107

13.34

16.21

17.47 21.75

%graem40@aag4 4.8951803165. 60 ~ 166%0 19.59 22,52

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
2000000

1500000

1000000

500000

TIC: BG038032.D

25.07

23.23 24.05 26.18 27.57

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Propane, 2-ethoxy-2-methyl- Concentration Rank 13

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

3.75 10.90 ng 172812 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 59
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 53
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 45
4 Propane. 1.2-dimethoxv- 104 C5H1202 007778-85-0 36
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 25

Abundance Scan 79 (3.752 min): BG038032.D (-74) (-) m/z 59.00 100.00%
59.0
5000
470 wo [ 340 3.60 380 400
...,....,....,..3.7'.‘5’,|:|...,..~..,....',....,.'..|.,..9.8.?....,. m/z 45.00  26.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59.0
5000 SRS R
87.0 3.40 3.60 3.80 4.00
290 410 ‘ m/z 87.00 19.66%
0 L1l s00, 72.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4447: 2-Pentanol, 2-methyl-
59.0
340 360 380 400
5000 45.0 m/z 43.00 17.63%
87.0
31.0 69.0
T }?'q N ”'H""' J'M' SRR A JI" 7?]q T "9859" T
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #4473 2-Butanol, 2,3—dimethy|— LA LI L L L L I
59.0 3.40 3.60 3.80 4.00

m/z 41.00 17.32%

5000

41.0 87.0
31.0 69.0

15.0 L || 510 | ‘ 101.0
L MMMMMN MMM .S L S,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 3-Pentanol, 3-methyl- Concentration Rank 18

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

4.02 7.25 ng 114926 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 50
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 40
3 4-Heptanol. 3-methvl- 130 C8H180 001838-73-9 39
4 2-(3-Chloropropvl)-1.3-dioxolane 150 C6H11Cl02 016686-11-6 38
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 125 (4.022 min): BG038032.D (-120) (-) m/z 73.00 100.00%
73.0
5000 55.0
87.0 360 3.80 4.00 4.20 4.40
e Ol e 1100 Tm/z 55.00  49.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4464 3-Pentanol, 3-methyl-
73.0
5000 55.0
3.60 3.80 4.00 4.20 4.40
41.0 m/z 45.00 26.26%
29.0 || 87.0
"w%ﬁqw'lw“'hJ”'w“hl“'L'“'w!”l'“'w'“l“'w'“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
3.60 3.80 4.00 4.20 4.40
5000 43.0 m/z 87.00 12.01%
58.0
29.0 870
L1, A .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13697: 4—Heptano|, 3—methy|— | NLELELEN BN NI N LR
55.0 3.60 3.80 4.00 4.20 4.40
m/z 69.00 8.82%
73.0
5000 290 430
87.0
150 101.0112.0  129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Cyclopentanol, 1-methyl- Concentration Rank 20

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

4.53 5.98 ng 94830 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 64
2 Oxirane. hexvl- 128 C8H160 002984-50-1 50
3 2-Hexene. 1l-methoxv-. (E)- 114 C7H140 056052-83-6 47
4 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 43
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 43

Abundance Scan 211 (4.528 min): BG038032.D (-207) (-) m/z 71.00 100.00%

71.0
430 580
5000
85.0 95.0

' 420 4.40 4.60 4.80
110.0
..,....,....,....|,|.:'..,.':'.‘.,....,!...,..|..,..|..,....i....,....,... m/z 58.00 65.91%

m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #3891 Cyclopentanol, 1-methyl-
71.0
43.0
58.0

5000 TT [T T I T [T T T T[T T T T[T TTT]
4.20 4.40 4.60 4.80
85.0 m/z 43.00 64.61%
15.0
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #12453. Oxirane, hexyl-
71.0
41.0 IIIIIIIIIIIIIIIIIIIIIII
55.0 4.20 4.40 4.60 4.80
5000 ' m/z 57.00 28.67%
29.0
81.0
99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7581: 2-Hexene, 1-methoxy-, (E)-
71.0 4.20 4.40 4.60 4.80
m/z 67.00 24 .28%
5000 41.0
‘ 58.0 85.0
S S N N -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, (1-methylethyl)- Concentration Rank 12

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

6.55 12.76 ng 202303 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 93
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 72
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 72
5 Mesitylene 120 C9H12 000108-67-8 72

Abundance Scan 555 (6.549 min): BG038032.D (-545) (-) m/z 105.00 100.00%
106.0
5000
120.0 /
77.0 USRS SRR SRR
300 0 o) | 910 6.20 6.40 6.60 6.80
S AP RO o 1| SR NN VY P m/z 120.00  27.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9417: Benzene, (1-methylethyl)-
106.0
5000 USRS SRS SRR
6.20 6.40 6.60 6.80
770 120.0 m/z 77.00 17.43%
220 390 %19 ez0 ) 910 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
106.0
Ao
6.20 6.40 6.60 6.80
5000 120.0 m/z 79.00 13.37%
270 30 570 63.0 770 9#0
AN 1 A \‘ MR LI \\“
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 51.00 11.96%
5000
120.0
150 270 390 5.0 650 (70 gﬁo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 620 6.40 6.60 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, propyl- Concentration Rank 10

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

7.05 19.53 ng 309761 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Propanenitrile. 3-T(phenvimethvl... 160 C10H12N2 000706-03-6 72
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72

Abundance Scan 640 (7.048 min): BG038032.D (-633) (-) m/z 90.95 100.00%
91.0
5000
120.0 I 5 W
39.0 51.0 0 780 105.0 6.80 7.00 7.20 7.40

S S NN IS e B NS— m/z 120.00 23.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #9408: Benzene, propyl-
91.0 \
5000 lllllllllllllll/\llllllll
6.80 7.00 7.20 7.40
120.0 m/z 65.00 10.99%
27.0 390 510 65.0 78.0 | 1050
1 L 1 L il 1
R T RAAAasadsanas suasaE s B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #30723: Propanenitrile, 3-[(phenylmethyl)amino]-
91.0
6.80 7.00 7.20 7.40
m/z 92.00 10.16%
5000 120.0
65.0
4%'0 Ly ! 77\'0‘ 1040 | 1320 169'0
A AR saad s L R A Ak
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #98185: Phenethylamine, N-benzyl-p-chloro- A L L R A
91.0 6.80 7.00 7.20 7.40
m/z 78.00 6.01%
120.0
5000
28.0 41.0 650 770 | 1030 | 1300  164.0 \
R e AR Aaasa s ARl RAREENL L SR s B M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BG111318.M Mon Nov 19 14:09:17 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 14

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

7.46 10.69 ng 169482 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 710 (7.459 min): BG038032.D (-704) (-) m/z 105.00 100.00%
105.0
5000
120.0
390 510 50 ‘70 910 7.20 7.40 7.60 7.80
S PSSOV v IS NSOV NS 1| SIS A m/z 120.00 31.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ----{\- "|""|"/>'|"'
120.0 7.20 7.40 7.60 7.80

m/z 77.00 12.87%

270 390 510 @50 770 910
L | il

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.00 10.28%
39.0 510 65.0 70 910 o
S L M MO 1 N R OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl- e ST
105.0 7.20 7.40 7.60 7.80
m/z 79.00 9.45%
120.0
5000

39.0 51.0 770 91.0
150 270 [ \ 65\'0 N \ LA |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

8270-BG111318.M Mon Nov 19 14:09:18 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 2

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

7.61 65.05 ng 1031680 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 N-(-phenvlisopropvl)benzaldimine 223 C16H17N 1000379-01-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 736 (7.612 min): BG038032.D (-729) (-) m/z 131.95 100.00%
1319
5000 68.0
400 0 o 720 7.40 7.60 7.80 8.00
115, m/z 68.00 44.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
130.0
5000 S S U LR
7.20 7.40 7.60 7.80 8.00
104.0 m/z 133.90 32.99Y%
66.0
27.0 440, | ,87.0 || |
m/z--> ﬁo Jo éo éo 160 150 150 1&0 180 260 250
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.03%
41.0 97.0
|||||||||||||||||||||||:!-:!-ii1:)||||||||||||| A Rma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N—(—phenylisopropyl)benzaldlmlne LI I L e
132.0 7m'Mo7m'm08m

m/z 69.00 16.95%

5000
105.0
510 710 ‘ I 165.0 208.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 760 7.80 8.00

8270-BG111318.M Mon Nov 19 14:09:19 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Indane Concentration Rank 1

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

8.46 84 .53 ng 1340580 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
4 Deltacvclene 118 C9H10 007785-10-6 72
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64

Abundance Scan 880 (8.458 min): BG038032.D (-875) (-) m/z 117.00 100.00%
11¥.0
5000 //\
30 580 ., 91|-° 1050 820 840 8.60 8.80
NN NSRS S S AN S i 1 M m/z 118.00 53.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117.0
5000 LR L I LR
8.20 8.40 8.60 8.80
390 58.0 91.0 m/z 115.00 28.24%
27.0
"'%?'q'l" S RARRRRaS '”"'!Ilth '|'73'?""HL"'ﬁQ% f)'l"|!'||""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8967: Benzene, cyclopropyl-
117.0
i 'é'zb' 50 ah0 55
5000 9.0 m/z 91.00 16.16%
65.0 78.0 103.0
"'|""|'?7'?"??|9"?f“9"|'““'|"'w|""|""|'“"|"l'l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 8.20 8.40 8.60 8.80

m/z 57.95 8.85%

5000 910
39.0
2o | S0 B0 TR0 190
S o S T M M SS 1]ME

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

8270-BG111318.M Mon Nov 19 14:09:19 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, 1,3-diethyl- Concentration Rank 6

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

8.56 29.01 ng 460098 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1- ethyl -2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 897 (8.558 min): BG038032.D (-891) (-) m/z 105.00 100.00%
105.0 119.0
5000 134.0
91.0
39.0 51.0 65.0 | 8.20 8.40 860 8.80
Ol e prerbterr el el et ML Tm/Zz 119.00 94.91%
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
8.20 8.40 860 8.80
470 910 m/z 134.00 45_48%
39.0 51. :
150 200 B0 S e bl L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
8.20 8.40 860 8.80
5000 134.0 m/z 91.00 27 .08%
91.0
77.0
39.0 51.0
"I}?'ql'?z'?""““"'Ih"'I??'?I"'MI""I”"'IJll'I'Jj'l""l'”'ﬁ"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
1050 119.0 8.20 8.40 860 8.80
' m/z 77.00 18.16%
5000 134.0
91.0
S X T N )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

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

8.72 22.35 ng 354371 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 80
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 76
3 2.6-Dimethvl-1.3.5.7-octatetraen... 134 C10H14 000460-01-5 76
4 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 76
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 76

Abundance Scan 925 (8.723 min): BG038032.D (-915) (-) m/z 105.00 100.00%
134.0
5000
77.0
39.0 510 65|° | ‘ | 8.40 8.60 8.80 9.00
S S PPN PR PRSP 1 PR m/z 91.00 82.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 8.40 8.60 8.80 9.00
91.0 1050 m/z 119.00 78.83%
15,0 27.0 390 510 650 77.0 1 |
mz> 10 90 % 4 5 60 70 8 % 1060 110 130 10 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
8.40 8.60 8.80 9.00
5000 134.0 m/z 134.00 56.06%
150 270 39\0 51\0 65\0 77\0 91‘.0 105.0 H‘ ‘
| | 1l |
e B 3 % e T e o 10 110 120 1 140
Abundance #14918: 2,6-Dimethyl-1,3,5,7-octatetraene, E,E-
91.0 119.0 8.40 8.60 8.80 9.00
: m/z 92.00 30.88%
5000 41.0 77.0 134.0
55.0 105.0
'W'”'P'”I“'W'”'P'”I?ﬁﬂ'“'P'“l””l”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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, 1,2-diethyl- Concentration Rank 19

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

8.76 7.21 ng 114263 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 91
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 83
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64

Abundance Scan 931 (8.758 min): BG038032.D (-929) (-) m/z 105.00 100.00%
105.0 1190
5000 134.0
39.0 57.5 77|'0 91|.o | | 8.40 8.60 8.80 9.00
rerrrrrrrrerrreeee e el e | M/Zz 119.00  78.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
91.0 8.40 8.60 8.80 9.00
770 ' m/z 134.00 42 _.73%
39.0 51.0 '
..,%?J?,.?Z:?....,....iu...,??:?,...!,....,ﬂ...,J!!.,...:,.”.,..H.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
1050 119.0
8.40 8.60 8.80 9.00
5000 134.0 m/z 117.00 21.22%
91.0
77.0
41.0
B v T N N WU | Y R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844. Benzene, l,3—diethy|— L LA L LB L B L |/|\|
105.0 119.0 8.40 8.60 8.80 9.00
m/z 77.00 16.10%
5000 134.0
91.0
momoso o 7 U |
[ L M Ll Il . l Ll L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

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

9.03 9.61 ng 152450 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
2 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
3 o-Cvmene 134 C10H14 000527-84-4 93
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87

Abundance Scan 977 (9.028 min): BG038032.D (-968) (-) m/z 119.00 100.00%
119.0
5000
134.0

430 570 710 molﬁo 8.60 880 9.00 9.20 9.40
L

..,....,....,....';'.'...-"'|| i -|'| NP 1 N SN S m/z 134.00 34.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
910 134.0 8.60 8.80 9.00 9.20 9.40
70 F 1050 m/z 91.00 19.65%
50,20 %80 S ey Wb
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 71.00 18.80%
91.0 134.0
77.0 105.0
39.0 51.0 65.0
S Xt Y AR TR R R 1 S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0 8.60 8.80 9.00 9.20 9.40
m/z 43.00 18.53%
5000
134.0
91.0
150 27.0 410 5309 65.0 77.0 1030
T T T T T R T e T R e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 3a,4,5,6,7,7a-Hexahydro-4,7... Concentration Rank 16

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

9.09 9.28 ng 147163 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a.4.5.6.7.7a-Hexahvdro-4.7-meth... 134 C10H14 004488-57-7 93
2 4.7-Methanoindene. 3a.4.5.6.7.7a... 134 C10H14 002825-86-7 76
3 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 25
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 25
5 o0-Cymene 134 C10H14 000527-84-4 25

Abundance Scan 988 (9.093 min): BG038032.D (-982) (-) m/z 66.00 100.00%
66.0
119.0
5000 134.0
91.0 .
300 510 77”0 | m 101‘3.0 8.80 9.00 9.20 9.40
SN VNS PRGN 1 SN S U T T A m/z 119.00 54.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14923: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene
66.0
5000
8.80 9.00 9.20 9.40
LB ‘ 70 910 1340 m/z 67.00 39.53%
o Zo LSt L wso meo T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14938: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, endo-
66.0
8.80 9.00 9.20 9.40
5000 m/z 134.00 38.18%
39.0 91.0
270 "1 s10 || P | 1050 1190 7
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14836: 1,3,8-p-Menthatriene
119.0 8.80 9.00 9.20 9.40
m/z 91.00 28.27%
5000
91.0 134.0
49 o 0 70 | aso |
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown9.12 Concentration Rank 17

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

9.12 8.44 ng 133831 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 42
2 Hexane. l-ethoxy- 130 C8H180 005756-43-4 27
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 17
4 3-Hexanol 102 C6H140 000623-37-0 17
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 17

Abundance Scan 993 (9.122 min): BG038032.D (-990) (-) m/z 43.00 100.00%
43.0
59.0
87.0
5000
100.0
2.0 NSNS AR
1291 8.80 9.00 9.20 9.40
e m/z 59.00 73.59%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21823: 2,2-Dimethylbutanedioic acid
59.0

5000 40
e At WE NGRS
87.0 8.80 9.00 9.20 9.40

100.0 m/z 87.00 56.08%
113.0 128.0 146.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #13655: Hexane, 1-ethoxy-
31.0 59.0

2.0

43.0 8.80 9.00 9.20 9.40
5000 ' m/z 84.00 34.58%

84.0
| ‘\ | 101.0 115.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13663: 3-Hexanol, 4-ethyl- A B
59.0 8.80 9.00 9.20 9.40

m/z 69.00 32.40%

5000

41.0
290
83.0 101.0
150 L[l 7o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 o-Cymene Concentration Rank 5

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

9.18 41_.87 ng 663952 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 93
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 87
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 87
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 1003 (9.181 min): BG038032.D (-997) (-) m/z 119.00 100.00%
119.0
5000
910 134.0
390 51.0 650 77.0 105.0 || 148.0 8.80 9.00 9.20 9.40 9.60
S PO SN PP M N 1 RO NN .- ' m/z 134.00 27.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119.0
5000
8.80 9.00 9.20 9.40 9.60
91.0 134.0 m/z 117.00 23.34%
27.0 4|1|° 53.0 630 77.0 | 1030 ‘
s R B 40 B 8 70 80 90 100 110 156 130 140 180
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 91.00 20.31%
0 91.0 134.0
150 270 B0 S0 90 L | 1090 |
g 4'0 50 60 70 80 60 100 110 120 130 140 150
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.80 9.00 9.20 9.40 9.60
m/z 115.00 12.06%
5000
- 91.0 134.0
65.0
'w%ﬁqv?z?“?i?“?i?'w”m'l“"w"w"“fﬂ?ﬂ'Jml“"v'“l'“'v" SRS NARRE AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
971 20.42ng 532249  Naphthalene-ds 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1.2.4.5-tetramethvl- 134 Cl0H14 000095-93-2 95

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 p-Cvmene 134 C10H14 000099-87-6 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 1093 (9.710 min): BG038032.D (-1086) (- m/z 119.00 100.00%
119.0
5000 134.0
91.0
39.0 51.0 65.0 77.0 103.0 9.40 9.60 9.80 10.00
S S S YR s N m/z 134.00 43.10%
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 A..,....,........,....
9.40 9.60 9.80 10.00
91.0 m/z 91.00 15.95%
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 #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
9.40 9.60 9.80 10.00
5000 134.0 m/z 120.00 9.15%

ﬁozﬂ)%05U)6M)70 [~ 1050 | |
| | LI 11 LI |

T 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 #14865: Benzene, 1,2,3,5-tetramethyl-
119.0 9.40 9.60 9.80 10.00
m/z 117.00 8.80%
134.0
5000
91.0
150 27.0 390 510 650 770 "7 1050 | 1,
T T T T T T T e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

8270-BG111318.M Mon Nov 19 14:09:24 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Benzene, l-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.14 17.61 ng 459129 Naphthalene-d8 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 Indan, l-methyl- 132 C10H12 000767-58-8 87
Abundance Scan 1166 (10.139 min): BG038032.D (-1160) (-) m/z 117.00 100.00%
117.0
5000 1320
39.0 51.0 64.0 77.0 910 103.0 | 1471 9.80 10.00 10.20 10.40
rerrrerprrrpreerrerree e bbb | m/z 132.00  38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 132.0

9.80 10.00 10.20 10.40
m/z 115.00 27.17%

91.0
15.0 27.0 39.0 51.0 6|5|0 77|.0 | 103.0
. y , L f poall
L R B L B B L B B B L N R RN RN EE R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14033: 3-Phenylbut-1-ene
117.0
9.80 10.00 10.20 10.40
5000 m/z 131.00 21.78%
91.0 132.0
27.0 3%0 5%0 65.0 770 1050 | M
| 1M 1l l1 ! Ll L
T T P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 9.80 10.00 10.20 10.40
m/z 91.00 14.22%
39.0 51.0 65.0 91.0
S A el BT Y N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038032.D

Aca On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample : J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.29 23.23 ng 605542 Naphthalene-d8 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 1192 (10.291 min): BG038032.D (-1185) (-) m/z 117.00 100.00%
117.0
5000
132.0
91.0
390 51.0 @50 77.0 103.0 145.0 10.00 10.20 10.40 10.60
o} : m/z 119.00 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 10.00 10.20 10.40 10.60
/z 132.00 34 .53%
39.0 51.0 650 77.0 m
27.0 105.0
..,1..5.'(.),...'.,....|,....I:'..'.,:l!l..,.:'.ll',....',:...,:':'..,..I!,...'.,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
10.00 10.20 10.40 10.60
5000 1320 m/z 115.00 31.05%

91.0
51.0 77.0 ‘
150 27.0 390 >37 650 | 1030 | ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14033: 3-Phenylbut-1-ene
117.0 10.00 10.20 10.40 10.60
m/z 91.00 19.21%
5000
91.0 132.0
27.0 39‘-0 51‘-0 65.0 77‘-0 1050 ||
1l 1l l1 ! Ll L
T P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111618\
Data File : BG038032.D

Acq On : 16 Nov 2018 14:06

Operator : JU/SJ

Sample - J5965-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
Propane, 2-ethoxy... 3.75 10.9 ng 172812 1 8.09 317176 20.0
3-Pentanol, 3-met... 4.02 7.3 ng 114926 1 8.09 317176 20.0
Cyclopentanol, 1-... 4.53 6.0 ng 94830 1 8.09 317176 20.0
Benzene, (1-methy... 6.55 12.8 ng 202303 1 8.09 317176 20.0
Benzene, propyl- 7.05 19.5 ng 309761 1 8.09 317176 20.0
Benzene, 1-ethyl-.._. 7.46 10.7 ng 169482 1 8.09 317176 20.0
unknown7 .61 7.61 65.0 ng 1031680 1 8.09 317176 20.0
Indane 8.46 84.5 ng 1340580 1 8.09 317176 20.0
Benzene, 1,3-diet... 8.56 29.0 ng 460098 1 8.09 317176 20.0
Benzene, 2-ethyl-_._. 8.72 22.4 ng 354371 1 8.09 317176 20.0
Benzene, 1,2-diet... 8.76 7.2 ng 114263 1 8.09 317176 20.0
Benzene, 4-ethyl-_._. 9.03 9.6 ng 152450 1 8.09 317176 20.0
3a,4,5,6,7,7a-Hex. .. 9.09 9.3 ng 147163 1 8.09 317176 20.0
unknown9 .12 9.12 8.4 ng 133831 1 8.09 317176 20.0
o-Cymene 9.18 41.9 ng 663952 1 8.09 317176 20.0
Benzene, 1,2,4,5-... 9.71 20.4 ng 532249 2 10.91 521428 20.0
Benzene, 1l-etheny... 10.14 17.6 ng 459129 2 10.91 521428 20.0
Benzene, 2-etheny... 10.29 23.2 ng 605542 2 10.91 521428 20.0
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