LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA 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 3.758 75 80 93 rvB 94188 168119 5.89% 0.727%
2 3.975 112 117 122 rBvY 47457 80498 2.82% 0.348%
3 4.022 122 125 129 rVvwv 26093 36980 1.29% 0.160%
4 4.075 129 134 149 rVB 73324 146109 5.11% 0.632%
5 4.469 195 201 207 rBvV2 22355 45740 1.60% 0.198%
6 4.539 207 213 214 rVVv3 32301 54742 1.92% 0.237%
7 4.569 214 218 227 rVB 108582 178650 6.25% 0.772%
8 5.056 298 301 309 rvB2 15517 29753 1.04% 0.129%
9 5.168 309 320 323 rBvV3 16459 35449 1.24% 0.153%
10 5.209 323 327 331 rvv2 24699 39179 1.37% 0.169%
11 5.262 331 336 342 rVB3 52188 92793 3.25% 0.401%
12 5.626 390 398 409 rBV 318781 545649 19.10% 2.359%
13 6.813 592 600 610 rBVS 11602 38202 1.34% 0.165%
14 7.230 662 671 683 rvv 206979 382274 13.38% 1.653%
15 7.336 683 689 695 rBV 50599 86577 3.03% 0.374%
16 7.471 706 712 719 rBvV4 34309 78235 2.74% 0.338%
17 7.612 729 736 747 rVB 577799 1054073 36.90% 4 .558%
18 7.947 781 793 796 rBV9 11918 35174 1.23% 0.152%

19 8.088 810 817 822 rBV 151428 263542 9.23% 1.139%
20 8.170 826 831 838 rvB2 74171 132081 4.62% 0.571%

21 8.411 849 872 876 rBV 743606 2408198 84.30% 10.412%
22 8.452 876 879 889 rvv2 696988 1177080 41.21% 5.089%
23 8.564 892 898 905 rvB 124398 224008 7.84% 0.969%
24 8.717 917 924 930 rBv4 36314 75513 2.64% 0.327%
25 9.169 980 1001 1006 rBV7 272698 1690953 59.20% 7.311%

26 9.228 1006 1011 1012 rVVv 351104 648551 22.70% 2.804%
27 9.263 1012 1017 1024 rVvB2 782039 1502645 52.60% 6.497%
28 9.410 1037 1042 1050 rVvB8 13755 34834 1.22% 0.151%
29 9.710 1088 1093 1100 rBV 18621 32191 1.13% 0.139%
30 9.862 1107 1119 1121 rBV 59791 125961 4.41% 0.545%

31 9.898 1121 1125 1132 rVV2 134972 243684 8.53% 1.054%
32 9.962 1132 1136 1145 rVB3 20610 42590 1.49% 0.184%
33 10.074 1148 1155 1160 rBv4 13894 29619 1.04% 0.128%
34 10.133 1160 1165 1181 rVB4 46039 129068 4._.52% 0.558%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.286 1181 1191 1202 rVB 180877 352505 12.34% 1.524%

36 10.908 1285 1297 1308 rVB 201722 459011 16.07% 1.985%

37 11.002 1308 1313 1316 rBV 28757 51830 1.81% 0.224%
38 11.196 1340 1346 1355 rVB5 15787 40978 1.43% 0.177%
39 11.490 1390 1396 1399 rBV6 15605 35623 1.25% 0.154%
40 11.555 1402 1407 1410 rVVv3 30444 65226 2.28% 0.282%
41 11.584 1410 1412 1419 rVB4 38429 62138 2.18% 0.269%
42 11.807 1442 1450 1457 rBV4 19520 43210 1.51% 0.187%
43 12.166 1506 1511 1515 rBV3 15143 28620 1.00% 0.124%
44 12.277 1525 1530 1537 rVB6 20621 42997 1.51% 0.186%
45 12.354 1538 1543 1551 rBV10 18040 44816 1.57% 0.194%
46 12.771 1610 1614 1620 rVB4 35005 57278 2.01% 0.248%
47 12.835 1620 1625 1636 rVB4 16551 46358 1.62% 0.200%
48 12.935 1636 1642 1647 rBVY 30627 57523 2.01% 0.249%
49 13.059 1658 1663 1670 rVB5 19240 38035 1.33% 0.164%

50 13.341 1703 1711 1719 rBV 1278812 2054793 71.93% 8.884%

51 14.722 1937 1946 1955 rBV2 342506 587141 20.55% 2.539%

52 15.344 2044 2052 2058 rBV2 23557 59461 2.08% 0.257%
53 15.615 2094 2098 2104 rVB 32131 48876 1.71% 0.211%
54 16.208 2193 2199 2211 rBV3 917828 1506035 52.72% 6.512%
55 16.408 2228 2233 2239 rBV 46324 75438 2.64% 0.326%
56 17.465 2407 2413 2423 rVB2 425443 688026 24.09% 2.975%
57 18.323 2552 2559 2566 rBV2 50484 86635 3.03% 0.375%
58 19.592 2769 2775 2781 rBV7 31183 54300 1.90% 0.235%

59 20.068 2848 2856 2865 rBV 2111378 2856558 100.00% 12.351%
60 21.754 3135 3143 3151 rBV 442697 755098 26.43% 3.265%

61 22.524 3267 3274 3278 rBV3 18684 35336 1.24% 0.153%

62 23.223 3387 3393 3403 rVB2 28249 58313 2.04% 0.252%

63 24.046 3524 3533 3542 rBV3 33486 84302 2.95% 0.365%

64 25.074 3692 3708 3721 rVB3 244863 800784 28.03% 3.462%

65 26.179 3887 3896 3906 rVB3 19103 62010 2.17% 0.268%
Sum of corrected areas: 23127968
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111618\

BG038031.D

16 Nov 2018 13:27

JussJ

J5965-01

3 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0!

Time--> 3.50

5.63
3.7 457 6
\ £ M4 5. 6.81 N,

TIC: BG038031.D

7.61

400 450 5.00 550 6.00 650 700 750 8.00 8.50

10.91

.99 201 1LS8 811212285 1P4749:

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG038031.D

13.34

16.21

17.47
14.72

16.41 19.59

15.345.61 18.32
A, A

20,07

21.75

22.52

0

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

23.22

TIC: BG038031.D

25.07

24}\05 26.18

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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 2-Butanol, 2,3-dimethyl- Concentration Rank 8

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

3.76 12.76 ng 168119 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
3 3-Heptanol 116 C7H160 000589-82-2 40
4 Butane. 2-methoxv- 88 C5H120 006795-87-5 9
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 9

Abundance Scan 80 (3.758 min): BG038031.D (-75) (-) m/z 59.00 100.00%
59.0
5000
87.0 SRR N N —
41|'f| 69|-° 340 3.60 3.80 400
Ll I O e B m/z 87.00 21.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4478: 2-Butanol, 2,3-dimethyl-
54.0
5000 SRR AN S -/\-- T
410 870 340 360 3.80 4.00
150 310 || 69.0 : m/z 41.00 17.00%
”'PJ”I”JML”JPJ”I”'W'”'P'”I”'W'”qﬁp”l”'W'
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #4459: 2-Pentanol, 2-methyl-
59.0
340 360 380 400
5000 m/z 43.00 16.92%
45.0
87.0
iso 7|
miz--> A N A N It
Abundance #8320: 3-Heptanol T T
59.0 3.40 3.60 3.80 4.00
69.0 m/z 45.00 15.58%
5000 310 40
87.0
15.0
"'I'”'I""I'”'I""I”"I""I”"I""P'gg?"”I%%qpl” SRR SN S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Pentane, 2,3,4-trimethyl- Concentration Rank 14

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

3.98 6.11 ng 80498 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 40
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 37
4 Acetic acid. trifluoro-. 3-methv... 184 C7H11F302 000327-69-5 36
5 Pyrrolidine 71 C4HON 000123-75-1 9

Abundance Scan 118 (3.981 min): BG038031.D (-112) (-) m/z 43.00 100.00%
43.0
71.0
5000
55.0 ol o ) N NS
|| 820 3.60 3.80 4.00 4.20 4.40
ek e e e e e e e m/z 71.00 56.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
3.60 3.80 4.00 4.20 4.40
270 ‘ 55.0 m/z 70.00 40.49%
150 [ |l I|J 830 114.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3982: Pentane, 3-ethyl-
43.0
3.60 3.80 4.00 4.20 4.40
5000 71.0 m/z 55.00 26.93%
29.0 55.0
! \‘\ I . 84.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7635: Hexane, 2,3-dimethyl-
43.0 3.60 3.80 4.00 4.20 4.40
m/z 57.00 24 .74%
5000 700

27.0 ‘ 55.0

‘ 85.0 99.0 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Pentane, 2,3,3-trimethyl- Concentration Rank 9

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

4.08 11.09 ng 146109 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 86
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 78
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53

Abundance Scan 135 (4.081 min): BG038031.D (-129) (-) m/z 43.00 100.00%
43.0
5000 57.0 71.0
85.1 i A 4
| | 99.0 3.80 4.00 4.20 4.40
R L e e e R m/z 71.00 43.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7657: Pentane, 2,3,3-trimethyl-
43.0
5000
570 710 3.80 4.00 4.20 4.40
270 85.0 m/z 57.05 41.87%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0

3.80 4.00 4.20 4.40
5000 m/z 70.00 37.10%

570 710 850

\ 99.0 113.0 128.0

m/z--> 20 30 50 90 100 110 120 130
Abundance #12667. Octane, 4-methyl-
43.0 3.80 4.00 4.20 4.40
m/z 41.00 26.77%
5000
71.0 85.0

29 0 57.0
M M‘ H ‘ 980 1130 1280

m/z--> 20 50 60 90 100 110 120 130 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 4 2-Hexanol, 2-methyl- Concentration Rank 20

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

4._.47 3.47 ng 45740 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 78
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 72
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 43
4 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 40
5 3-0Octanol 130 C8H180 000589-98-0 40

Abundance Scan 201 (4.469 min): BG038031.D (-195) (-) m/z 59.00 100.00%
59.0
5000 }\Aﬁ
43.0 R R A TS
|| | 83.0 10|1-0 121 4.20 4.40 4.60 4.80
S I S 1 S N S5 S m/z 43.00 21.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8357: 2-Hexanol, 2-methyl-
54.0
5000 RN R S U U
420 4.40 4.60 4.80
270 43.0 1010 m/z 57.00 19.73%
0 il il om0 T uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8376: 2-Pentanol, 2,4-dimethyl-
59.0
420 4.40 4.60 4.80
5000 m/z 41.00 12.82%
43.0
15.0 27.0 ‘ 101.0
et Tl gl 7o 830 WD 5o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8386: 2-Pentanol, 2,3-dimethyl-
59.0 420 4.40 4.60 4.80
m/z 101.00 12.12%
5000
150 270 0 69.0 830 1010
"'I'“'I"JJ”'”'“MLM'I”“hl""P"'I""P"'Ih"W%%QPI" RN LR S UL UL
m/z--> 10 20 30 50 60 70 80 90 100 110 120 420 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 unknown4.54 Concentration Rank 19

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

4.54 4_.15 ng 54742 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanol. 3-methvl- 100 C6H120 018729-48-1 43
2 Oxirane., butvl- 100 C6H120 001436-34-6 38
3 2.3"-Bifuran. octahvdro- 142 C8H1402 073373-15-6 38
4 5H-Tetrazole-5-thione. 1-I2-(dim... 173 C5H11N5S 061607-68-9 36
5 trans-1,4-Cyclohexanediamine 114 C6H14N2 003114-70-3 27

Abundance Scan 213 (4.539 min): BG038031.D (-207) (-) m/z 71.00 100.00%
71.0
58.0
43.0
5000
I | | 83|-° 97.1 420 4.40 460 4.80
rererrr el e m/Z 58.00  77.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3885: Cyclopentanol, 3-methyl-
57.0 71.0
5000 BRSNS
420 4.40 4.60 4.80
‘ 820 m/z 43.00 58.43%
27.0 -
”,?QQP.Jﬁh.”;ﬂh. il P..q!.”;lm.,”%9%9.w..“,.”.,“..P..w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3803: Oxirane, butyl-
71.0
420 250 4ho 4ko ak0
5000 55.0 m/z 57.00 53.39%
29.0
BE-CHNIT \M, J B w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19659: 2,3-Bifuran, octahydro-
71.0 420 4.40 4.60 4.80
m/z 67.00 25.76%
5000
43.0
27.0 83.0 97.0
s P 910 14401040 1420
m/z--> 10 20 §0 40 50 60 70 85 90 100 110 120 130 150 ' 420 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 3-Pentanone, 2,2-dimethyl- Concentration Rank 7

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

4_.57 13.56 ng 178650 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.2-dimethvl- 114 C7H140 000564-04-5 59
2 3.4-Hexanedione 114 C6H1002 004437-51-8 9
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
4 3-Hexanone. 4-methvl- 114 C7H140 017042-16-9 7
5 3-Heptanone 114 C7H140 000106-35-4 7

Abundance Scan 218 (4.569 min): BG038031.D (-214) (-) m/z 57.00 100.00%
51.0
5000
41.0 \'l“"w"w"“l'“'w
850 g9 114.0 420 4.40 4.60 4.80 5.00
L m/z 41.00 23.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7566: 3-Pentanone, 2,2-dimethyl-
51.0
5000
29.0 420 4.40 4.60 4.80 5.00
410 ao m/z 114.00 8.08%
S S P O Mo SN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7178: 3,4-Hexanedione
57.0
2.0 420 440 460 4.80 5.00
5000 ' m/z 56.00 5.46%
114.0
150 |, 42.0 ‘ 71.0 850 99.0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #75232: di-tert-Butyl dicarbonate
57.0 420 4.40 4.60 4.80 5.00
m/z 85.00 4.39%
5000
41.0
S N N - I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Butanimidamide Concentration Rank 12

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

5.26 7.04 ng 92793 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanimidamide 86 C4H10N2 000107-90-4 50
2 Cvclopentanol. 1-methvl- 100 C6H120 001462-03-9 42
3 Butvric acid. 2.2-dimethvl-. vin... 142 C8H1402 013170-00-8 37
4 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 37
5 Butane, 2-iodo-3-methyl- 198 C5H111 018295-27-7 35

Abundance Scan 336 (5.262 min): BG038031.D (-331) (-) m/z 71.00 100.00%
43.0 71.0
58.0
85.0
5000
| ||| 99.0 5.00 5.20 5.40 5.60
e e kbbb e e | M/ 43.00 85 44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1617: Butanimidamide
430 58.0
5000 RN RN R IR L
500 5.20 5.40 5.60
710 m/z 57.95 67.19%
85.0
A ARARA RN LR RRALA AR RAREA NRARS RS LARAS LRSS SARAS ARSI RARA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3891: Cyclopentanol, 1-methyl-
71.0
420 "obo 520 540 560
5000 58.0 m/z 85.00 55.91%
27.0 85.0
“|+ﬁ?v'ﬂﬁ“'“ht“'l“hhv'le'“l“k'|“%9%9'w"“|'“'|”"w"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19806: Butyric acid, 2,2-dimethyl-, vinyl ester
43.0 71.0 500 5.20 5.40 5.60
m/z 81.00 28.90%
5000
29.0
55.0 99.0
bl w0 % a0 1270 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60

8270-BG111318.M Mon Nov 19 14:08:57 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 2-Hepten-3-ol, 4,5-dimethyl- Concentration Rank 13

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

7.34 6.57 ng 86577 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-3-o0l. 4.5-dimethvl- 142 C9H180 055956-37-1 53
2 3-Methoxvhex-1-ene 114 C7H140 108811-41-2 50
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 45
4 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 42
5 1-Octen-3-ol, methyl ether 142 C9H180 1000352-74-7 40

Abundance Scan 690 (7.342 min): BG038031.D (-683) (-) m/z 71.00 100.00%
71.0
5000
43.0
ﬁﬂ %9%0 113.0 7.00 7.20 7.40 7.60
"W””I““P'JL“'Hmﬁ'“dL'W”hI”LI””Ph”P“'P”W'”W m/z 43.00 29.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20022: 2-Hepten-3-ol, 4,5-dimethyl-
71.0
5000 43.0 R A L LU IR I
7.00 7.20 7.40 7.60
27.0 m/z 58.00 16.69%
150 | (|| 530 | g30 10001110 1240 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7465: 3-Methoxyhex-1-ene
71.0
700 720 7.40 7.60
5000 m/z 95.00 11.62%
”.,”..P%h?.nfi?.w?ﬁ?,”..“..ﬁ%ﬁ.,”..P..}4ﬁ9,”..P..w..”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4123: 2-Furanmethanamine, tetrahydro-
71.0 7.00 7.20 7.40 7.60
0
300 43.0 m/z 41.00 10.89%
5000
‘ 58.0 84.0
'”I””P'NH”JJhW'JW”'wh”I””P'#ﬁﬁ'P”W'”W”'W“”I A A R L U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BG111318.M Mon Nov 19 14:08:57 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 9 unknown7.47 Concentration Rank 15

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

7.47 5.94 ng 78235 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl-4-deoxv-2.3-di-0O-methvl.b... 218 C9H1406 1000312-09-9 47
2 Aspartic acid 133 C4H7NO4 000056-84-8 47
3 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 45
4 Sulfide. allvl methvl 88 C4H8S 010152-76-8 37
5 Urea, ethyl- 88 C3H8N20 000625-52-5 37

Abundance Scan 712 (7.471 min): BG038031.D (-706) (-) m/z 88.00 100.00%
84.0
73.0
5000 43.0
59.0 105.0 R ]
120.0 7.20 7.40 7.60 7.80
B e I o o e SRS m/z 73.00 54 .00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76176: Methyl-4-deoxy-2,3-di-O-methyl.beta.l-threo-hex-4-....
84.0
5000
73.0 7.20 7.40 7.60 7.80
' m/z 43.00 46.84%
450 59.0 || || 111.0 127.0141.0155.0 187.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14590: Aspartic acid
84.0
43.0 720 7.40 7.60 7.80
5000 70.0 m/z 41.00 35.21%
|""Jﬂ'”i"'tl'“"w'9§?""l”"|""|"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30236: Heptanoic acid, ethyl ester R R MR e s S
430 84.0 7.20 7.40 7.60 7.80
' m/z 104 .95 20.36%
29.0
5000 60.0
113.0
_AL ...,..H"‘.O,...,....,.1?1.-9,...1?8,-"....,....
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BG111318.M Mon Nov 19 14:08:58 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 unknown7.61 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.61 79.99 ng 1054070 1,4-Dichlorobenzene-d4 8.09
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 736 (7.612 min): BG038031.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 o 120 7k 7o 78 800
: I e A m/z 67.95 42 .85%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SRS AN R N

720 7.40 7.60 7.80 8.00
m/z 133.90 33.76%

31.0 510

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.64%
41.0 97.0
m/z--> 0 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A
132.0 720 740 760 780 800

m/z 68.95 16.64%

5000
105.0
510 770 159.0 178.0  206.0222.0
SNV jod PV VN NSMISP NIV B S 10O, L L

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00

8270-BG111318.M Mon Nov 19 14:08:59 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 unknown8.17 Concentration Rank 11

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

8.17 10.02 ng 132081 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 38
2 Furan. 2-methoxv- 98 C5H602 025414-22-6 38
3 3-Oxobutan-2-vl (E)-2-methvlbut-... 170 C9H1403 1000373-71-9 25
4 (2E.2"E)-Ethane-1.2-divl bis(2-m... 226 C12H1804 1000366-98-5 25
5 Oxalic acid, cyclohexyl isobutyl... 228 C12H2004 1000309-30-4 23

Abundance Scan 831 (8.170 min): BG038031.D (-826) (-) m/z 83.00 100.00%
43.0 83.0
5000 56.0
127.0
|| | %l‘l'o 7.80 8.00 820 8.40 8.60
e m/z 43.00 86.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1284: 1H-1,2,4-Triazole, 3-methyl-
83.0
42.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
2000 56.0 7.80 8.00 820 8.40 8.60
m/z 55.00 48.34%
27.0
130 ), ) ,
LA AL S LN UL UURLELELE BN SR UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #3089: Furan, 2-methoxy-
83.0 98.0
7.80 8.00 820 8.40 8.60
5000 m/z 56.00 47 .45%
270 55.0
13\0 | ‘ ﬂ'}lo 1l 69.0 |
miz--> 20 40 60 8 100 120 140 160
Abundance #38861: 3-Oxobutan-2-yl (E)-2-methylout-2-enoate
83.0 7.80 8.00 820 8.40 8.60
m/z 41.00 24 .61%
5000 58.0
127.0
150 290 || 600 | 9901130 | 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 7.80 8.00 820 8.40 8.60

8270-BG111318.M Mon Nov 19 14:08:59 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Indane Concentration Rank 3

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

8.45 89.33 ng 1177080 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 74
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
4 Deltacvclene 118 C9H10 007785-10-6 53
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 49

Abundance Scan 879 (8.452 min): BG038031.D (-876) (-) m/z 117.00 100.00%
117.0

P

5000
91.0 IIIIIIIIIIIIIIIIIIIIIII
39|O 5510 73.0 I| 103.0 142.9 8.20 8.40 8.60 8.80
) S PO S s SO RS S22 M m/z 118.00 52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117.0
5000 LI L L L LB LB BN

8.20 8.40 8.60 8.80
m/z 115.00 27 .09%

9L.0
150 27.0 390 510 630 770 "1™ 103.0
rrpree e bbb b e A e

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

?

Abundance #8966: Benzene, cyclopropyl-
117.0
e e e
8.20 8.40 8.60 8.80
5000 910 m/z 91.00 16.01%
51.0
70 39.0 ‘ 630 47 103.0
N N SOV N A G | ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene R e L AN mEIE
117.0 8.20 8.40 8.60 8.80
m/z 88.00 8.74%
5000 91.0
39.0
27.0 51.0 65.0 78.0 103.0
S PR Y Y N N . SN AN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80

8270-BG111318.M Mon Nov 19 14:09:00 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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, 1,3-diethyl- Concentration Rank 5

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

8.56 17.00 ng 224008 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 96
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, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 897 (8.558 min): BG038031.D (-892) (-) m/z 105.00 100.00%
105.0 119.0
91.0
77.0 SN U A
39.0 51.0 65.0 | | 8.20 8.40 860 8.80
e prerrrrreereelie b el A TmZZ 1192000 97.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0 SRRESANARASRAANSRARERT
8.20 8.40 860 8.80
770 910 m/z 134.00 47 .67%
27.0 39.0 51I.0 65.0 ' N
L A Ll 1l L | 1 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
820 840 860 880
5000 134.0 m/z 91.00 29.08%
91.0
77.0
39.0 51.0
..,.1.5.'(.),.?..?....‘,‘....i‘.‘...,(?‘?:(.),...‘l‘,....,a‘...,.‘ll.,..‘.‘al....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 L
Abundance #14841: Benzene, 1,4-diethyl- R L e
1050 119.0 8.20 8.40 860 8.80
m/z 76.95 18.86%
5000 134.0
91.0
77.0
41.0
S v T O N WU | Y \ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 860 8.80

8270-BG111318.M Mon Nov 19 14:09:01 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Benzene, 1,4-diethyl- Concentration Rank 16

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

8.72 5.73 ng 75513 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. 1.4-diethvl- 134 C10H14 000105-05-5 96
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 925 (8.723 min): BG038031.D (-917) (-) m/z 119.00 100.00%
119.0
105.0
134.0
5000 91.0
39|-0 51.0 65.0 77|'|0 | 8.40 8.60 8.80 9.00
S T SR P 1A A PPN N m/z 105.00 80.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0 RS RS SRS AR
8.40 8.60 8.80 9.00
770 910 m/z 134.00 49_.05%
27.0 39.0 51I.0 65.0 ' N
I Am Ll 1l . | 1 1
mz-> 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 91.00 38.25%
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 #14842: Benzene, 1,2-diethyl-
105.0 119.0 8.40 8.60 8.80 9.00
m/z 77.00 17.66%
5000 134.0
91.0
77.0
39.0 51.0
..,.1.5.'(.),.?..?....‘,‘....i‘.‘...,(?‘?:(.),...‘l‘,....,a‘...,.‘ll.,..‘.‘al....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00

8270-BG111318.M Mon Nov 19 14:09:01 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 unknown9.17 Concentration Rank 2

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

9.17 128.33 ng 1690950 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 27
2 Cvclopentanecarboxvlic acid. 2-t... 198 C11H1803 1000282-42-9 22
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 22
4 Ether. 3-butenvl pentvl 142 C9H180 034061-78-4 22
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 22

Abundance Scan 1001 (9.169 min): BG038031.D (-980) (-) m/z 43.00 100.00%
43.0
59.0 71 o
5000
8.80 9.00 9.20 9.40 9.60
e m/z 59.00 83.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8190: (2,3,3-Trimethyloxiranyl)methanol
43.0 59.0
5000 AR L A A
31.0 880 9.00 9.0 9.40 9.60
m/z 71.00 78.18%
U 130850 41919
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #59404: Cyclopentanecarboxylic acid, 2-tetrahydrofurylmeth...
71.0
880 9.00 9.20 9.40 9.60
5000 m/z 57.00 49.18%
84.0
41.0
270 |, 550 || WO 1150 1290 157.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4425.Butane,leth0xy L0 L L B L L B DL B
59.0 8.80 9.00 9.20 9.40 9.60
31.0 m/z 41.00 45 _46%
5000
43.0 73.0
so || 80 70 o e
LI L —v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—r
m/z--> 10 20 30 40 50 6|O 70 80 9'0 100 110 120 130 140 150 160 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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 Heptane, 3-methylene- Concentration Rank 18

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

9.86 5.49 ng 125961 Naphthalene-d8 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvlene- 112 C8H16 001632-16-2 53
2 3.3-Dimethvl-1.2-epoxvbutane 100 C6H120 002245-30-9 50
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 49
4 2.3-Dimethvl-1-hexene 112 C8H16 016746-86-4 42
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 40

Abundance Scan 1119 (9.862 min): BG038031.D (-1107) (-) m/z 70.00 100.00%
55.0 7Q.0
5000 430 83.0
i e R
||| i | 98|0 114.0 127.0 9.60 9.80 10.00 10.20
e B A s L e e ARG RAR R m/z 55.00 85.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6695: Heptane, 3-methylene-
550 7d.0
5000 41.0 R RN RN IR B
9.60 9.80 10.00 10.20
m/z 83.00 45_.14%
| 83.0 112.0
150 n | In |. il 970
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3930: 3,3-Dimethyl-1,2-epoxybutane
55.0
700 9.60 9.80 10.00 10.20
5000 m/z 43.00 37.41%
290 410
‘ ‘ 85.0
'W%EQP'ml”'MJ”'P“wI”'ﬁ“”'Pj“l”?gq”'P'“I”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis- B R EA e S
55.0 9.60 9.80 10.00 10.20
m/z 41.05 22 .22%
5000 70.0
41.0
270 ‘
\ A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 2,2,5,5-Tetramethyltetrahyd... Concentration Rank 10

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

9.90 10.62 ng 243684 Naphthalene-d8 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.5.5-Tetramethvltetrahvdro-3-... 142 C8H1402 005455-94-7 53
2 2(3H)-Furanone. dihvdro-4.4.5.5-... 142 C8H1402 016466-24-3 47
3 3.3-Dimethvlpvrrolidine-2.5-dione 127 C6HONO2 003437-29-4 35

1-(1-Methoxvpropan-2-vloxv)propa... 230 C12H2204 1000367-11-3 25
5 3-Hexene, 1-(1-methoxyethoxy)-, ... 158 C9H1802 054340-97-5 17
Abundance Scan 1125 (9.898 min): BG038031.D (-1121) (-) m/z 56.00 100.00%
56.0
5000 !
430 83.0 127.0
69.0 114.0 9.60 9.80 10.00 10.20
..,....,....,....|i....,.'.|'.i...~.-,....,'....,..5’?,‘9...',.!..,...:,...1.‘,‘.2:9.,... m/z 59.00 78.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19824: 2,2,5,5-Tetramethyltetrahydro-3-ketofuran
56.0 4
5000 41.0
9.60 9.80 10.00 10.20
69.0 114.0 m/z 43.00 41.31%
150 290 || Ll 840 990 | 127.0 1420
wzs 1 25 % 40 % 6 7o B0 % 106 110 120 15 140 1%
Abundance #19838: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethy!-
430 3990
650 127.0 '9.60 9.80 10.00 10,20
5000 ' m/z 41.00 36.39%
27.0 ‘ 114.0
"|""|"Lh""l"'w'“ ti"ZF}R"Ih*"I'?ﬁf%"'“""I"'H"'%??:g'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11769: 3,3-Dimethylpyrrolidine-2,5-dione R R EEEE
56.0 9.60 9.80 10.00 10.20
m/z 127 .00 33.80%
5000 41.0
127.0
99.0
28.0
"|“"v'”ﬁ"“h'“'|““'"qu"ﬁﬁﬁl"“h'“%1%9w"“|“"v'“|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 17
R.T. EstConc Area Relative to ISTD R.T.
10.13 5.62 ng 129068 Naphthalene-d8 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 92
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
Abundance Scan 1165 (10.133 min): BG038031.D (-1160) (-) m/z 116.95 100.00%
117.0
5000 132.0
430 560 690 910 '9.80 10.00 10.20 10.40
103.0
..,....,....,....-,'.'...i'.~.'!'.',.h.'..',.:.':-,.'...',|...:,:-.~..,..|!!,...':',|.'...,.1.4.7.',0... m/z 132.00 41.37%
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 UL AR AR

9.80 10.00 10.20 10.40
m/z 115.00 22.61%

91.0
150 27.0 30 540 €30 710 | 1030
B R o O LA N E AN A s as R aa S e s ea s n s
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
5000 1320 m/z 131.00 19.69%

39.0 51.0 65.0 91.0
27‘0 ‘ ! | . 77\.0 ‘ 103.0 ‘H el

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

Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-

117.0 9.80 10.00 10.20 10.40
m/z 91.00 12.77%
132.0
5000
91.0
270 390 19 €50 710 | 1030 A
B R L LA L o o o L N A R R SRR s e
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 : BG038031.D

Aca On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample : J5965-01

Misc :

ALS Vial : 3 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.29 15.36 ng 352505 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 96
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
Abundance Scan 1192 (10.291 min): BG038031.D (-1181) (-) m/z 117.00 100.00%
111.0
5000
132.0
91.0 a0 1090 104N anten
39.0 51.0 65.0 77.0 103.0 ‘ 10.00 10.20 10.40 10.60
..,....,....,....',....i'.~..'.,:'!'..,...':,....~,....,.~...,..!!,...-!l,'.-...,l.“.“?-.o,.. m/z 132.00 34.61%
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 U LN I
91.0 10.00 10.20 10.40 10.60
/z 115.00 28.48%
39.0 51.0 650 77.0 m
27.0 105.0
..&%%.Jq”.Lnnlmnﬁmnphkpnﬁ:”wmhlnhp.mpn.P”q”
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
10.00 10.20 10.40 10.60
5000 132.0 m/z 131.00 18.19%
39.0 51.0 91.0
27.0 65.0 77.0
"P”W'”W”'L””H““UW”P”HP”WL”ﬁﬁﬁIJHP'NPM'P“W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117.0 10.00 10.20 10.40 10.60
m/z 91.00 13.58%
5000 132.0
91.0
. I Iy | N il il
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 : BG038031.D

Acq On : 16 Nov 2018 13:27

Operator : JU/SJ

Sample - J5965-01

Misc :

ALS Vial : 3 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]
2-Butanol, 2,3-di... 3.76 12.8 ng 168119 1 8.09 263542 20.0
Pentane, 2,3,4-tr... 3.98 6.1 ng 80498 1 8.09 263542 20.0
Pentane, 2,3,3-tr... 4.08 11.1 ng 146109 1 8.09 263542 20.0
2-Hexanol, 2-methyl- 4.47 3.5 ng 45740 1 8.09 263542 20.0
unknown4 .54 4.54 4.2 ng 54742 1 8.09 263542 20.0
3-Pentanone, 2,2-_.. 4_57 13.6 ng 178650 1 8.09 263542 20.0
Butanimidamide 5.26 7.0 ng 92793 1 8.09 263542 20.0
2-Hepten-3-ol, 4,... 7.34 6.6 ng 86577 1 8.09 263542 20.0
unknown? .47 7.47 5.9 ng 78235 1 8.09 263542 20.0
unknown7 .61 7.61 80.0 ng 1054070 1 8.09 263542 20.0
unknown8.17 8.17 10.0 ng 132081 1 8.09 263542 20.0
Indane 8.45 89.3 ng 1177080 1 8.09 263542 20.0
Benzene, 1,3-diet... 8.56 17.0 ng 224008 1 8.09 263542 20.0
Benzene, 1,4-diet... 8.72 5.7 ng 75513 1 8.09 263542 20.0
unknown9 .17 9.17 128.3 ng 1690950 1 8.09 263542 20.0
Heptane, 3-methyl... 9.86 5.5 ng 125961 2 10.91 459011 20.0
2,2,5,5-Tetrameth. .. 9.90 10.6 ng 243684 2 10.91 459011 20.0
Benzene, l-etheny... 10.13 5.6 ng 129068 2 10.91 459011 20.0
Benzene, 2-etheny... 10.29 15.4 ng 352505 2 10.91 459011 20.0
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