LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18 Instrument :
Operator : JU/SJ BNA_F

Sample - J1997-25 ClientSampleld :
Misc - SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF031518_.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 height area % max. total
1 2.304 32 37 43 rVB 113741 146714 2.22% 0.441%
2 3.787 282 289 295 rBvY 86430 121731 1.84% 0.366%
3 4.628 422 432 435 rBV 3323135 5140531 77.82% 15.464%
4 5.240 525 536 539 rBV 3048741 6606058 100.00% 19.872%
5 5.592 592 596 610 rVB 560278 484772 7 .34% 1.458%
6 6.592 761 766 769 rBV 1637355 1579804 23.91%  4.752%
7 6.739 788 791 794 rBV 934814 741675 11.23% 2.231%
8 6.869 809 813 820 rBv2 69673 86822 1.31% 0.261%
9 6.975 827 831 834 rVB 1017894 857684 12.98% 2.580%
10 7.128 853 857 861 rvB 2513223 2364234 35.79% 7.112%

11 7.292 881 885 889 rBv3 111803 116221 1.76% 0.350%
12 7.534 922 926 929 rBV 1977451 1801022 27.26% 5.418%
13 7.616 934 940 943 rBV5 88108 131455 1.99% 0.395%

14 7.657 943 947 952 rBV6 34278 67940 1.03% 0.204%
15 7.757 962 964 966 rvv2 82433 68543 1.04% 0.206%
16 7.845 975 979 984 rBV3 50555 90472 1.37% 0.272%

17 7.945 993 996 1000 rVB 438169 347623 5.26% 1.046%
18 8.257 1045 1049 1054 rBV 1182560 1071269 16.22% 3.223%
19 9.192 1205 1208 1212 rBV 685302 548036 8.30% 1.649%
20 9.310 1224 1228 1229 rBV 979554 953074 14.43% 2.867%

21 9.328 1229 1231 1234 rVB 3567740 2878508 43.57% 8.659%

22 9.427 1245 1248 1253 rVB 85179 74224 1.12% 0.223%
23 9.716 1293 1297 1300 rBV 261278 215245 3.26% 0.647%
24 9.927 1329 1333 1337 rBvV 124117 98522 1.49% 0.296%

25 10.016 1344 1348 1354 rVB 1104757 1041927 15.77% 3.134%

26 10.404 1411 1414 1416 rBV 119880 104526 1.58% 0.314%
27 10.427 1416 1418 1421 rVB 147964 109794 1.66% 0.330%
28 10.904 1495 1499 1504 rBV 132793 178168 2.70% 0.536%
29 11.351 1572 1575 1577 rBV 95878 70332 1.06% 0.212%
30 11.380 1577 1580 1583 rVB2 99342 83819 1.27% 0.252%

31 11.504 1598 1601 1605 rBV 930614 852283 12.90% 2.564%
32 13.092 1868 1871 1877 rVB 2376053 2327690 35.24% 7.002%
33 13.974 2019 2021 2025 rVB 215903 186219 2.82% 0.560%
34 14.121 2043 2046 2048 rBV 178901 163165 2.47% 0.491%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

3?22'6 i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.162 2049 2053 2056 rVB 818787 813470 12.31% 2.447%

36 15.704 2310 2315 2321 rVB 582587 719040 10.88% 2.163%

Sum of corrected areas: 33242612
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103863.D
3500000 4.63

5.24
3000000

7.13
2500000

2000000 53
1500000

1000000

500000 A

o N

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103863.D
3500000 9|33

3000000 13.09

2500000

2000000

1500000

8.26 10.02 11.50

1000000 981

500000{:9°

L ﬁ &3 972 99 1048 10.90

Ot e R o A M e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103863.D
3500000

3000000
2500000
2000000

1500000
14.16
1000000 15.70

13.9412
500000

e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.30 3.42 ng 146714 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 36 (2.299 min): BF103863.D (-32) (-) m/z 73.10 100.00%
7B
5000
a3 a7
220 240  2.60
0"I""I'"'I""Illl'l"l""'I'"'Il'l"I""I'"'I""I""I""I""I""I"' m/z 43.00 34.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 95 220 240  2.60
- 87 m/z 55.00 27 .25%
0"|""|'"ml“""l‘l""l""'l(?:?"i"'"|"''|""1|0'1"'|""l""l""|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 AL UL S
220 240 2.60
5000 41 55 m/z 87.10 25.05%
29
65 97 112 129

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

I2.20 2.40 2.60
m/z 41.00 11.87%

5000

45 59
29
15 Al \ 87 103 130 147

L .

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20

I
2.40 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 4-Penten-2-one, 4-methyl- Concentration Rank 11

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

3.79 2.84 ng 121731 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 46
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 43
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 12
5 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 9

Abundance Scan 290 (3.793 min): BF103863.D (-282) (-) m/z 43.00 100.00%
43
5000
A
83 AR SRR RS SR L
3 50 55 | 98 3.40 3.60 3.80 4.00 4.20
ol S0 L P m/z 83.00 16.41%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 RSN SR L
3.40 3.60 3.80 4.00 4.20
m/z 39.00 10.22%
0 21 38 50 55 63 69 74 0 o1 98
mz-> 20 30 40 50 60 70 80 90 100
Abundance
43
340 360 380 4.00 4.20
5000 m/z 55.00 7.16%
55
o 27 38 50 65 71 77 883 98
mz> 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl-
43 3.40 3.60 3.80 4.00 4.20
m/z 41.10 5.78%
5000
27
0 || 38 50‘55 62 67 77 83 9?
m/z--> 20 30 40 50 60 70 80 9 100 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.63 119.87 ng 5140530 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 432 (4.628 min): BF103863.D (-422) (-) m/z 83.10 100.00%
55 83
5000 43 o8
420 4.40 4.60 4.80 5.00
0 ...,....,....,..??Ll:..‘.‘?l.'.:.?%.‘??,...77.,.:..,....~,.... m/z 55.10 81.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
5000 23 %8 420 440 460 480 500
m/z 98.10 37.07%
0 23 “\ 37\ \‘\ 49M ‘ | 61 67 77 | 92 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 420 440 460 480 500
5000 43 m/z 43.00 33.77%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e REEaE R
5 83 420 4.40 4.60 4.80 5.00
m/z 39.10 23.61%
41
5000 7 o8
15 69
0 m‘ 34 il 49\“\‘ 63 \‘\ 7 il 91 L
miz--> 10 20 30 40 50 60 70 80 90 100 420 440 460 480 500
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.24 154.04 ng 6606060 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 536 (5.240 min): BF103863.D (-525) (-) m/z 43.00 100.00%
43
59
5000
101 I U S
5.00 5.20 5.40 5.60
83
o...,....,....,....',':...?.1.4!,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.00 62.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN UL UL L I
59 500 5.20 540 5.60
m/z 101.00 24 .28%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
500 520 540 5.60
5000 M m/z 58.00 16.92%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T e
43 5.00 5.20 5.40 5.60
m/z 41.10 9.27%
5000 101
28 59
15 ‘ ‘ 70 84
0'“l““l“mw“'WJ'E%MH'“w”“'ww“w'“lh“l”'w'“w'“w'“'l U U UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

Sample - J1997-25

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown6.74 Concentration Rank 4

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

6.74 17.29 ng 741675 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzeneethanamine, .alpha.-methy... 223 C16H17N 002980-02-1 12

Abundance Scan 791 (6.739 min): BF103863.D (-788) (-) m/z 132.00 100.00%
5000 o8
96 LS S N
40 54 7 o7 06 6.40 6.60 6.80 7.00
o} R B m/z 68.05 36.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL SRR S SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.77%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 22.95%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 14 .04%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, | SR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 3-Heptene, 2,2,4,6,6-pentam... Concentration Rank 14

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

6.87 2.02 ng 86822 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 86
2 3-Cyclohexen-1-ol, 3-methyl- 112 C7H120 053783-91-8 58
3 Cyclohexane, 1l-methyl-2-pentyl- 168 C12H24 054411-01-7 50
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 49
5 2-Pentene, 3,4,4-trimethyl- 112 C8H16 000598-96-9 47

Abundance Scan 813 (6.869 min): BF103863.D (-809) (-) m/z 56.95 100.00%
57
97
5000 a1 N
83
| 112 168 6.60 6.80 7.00 7.20
o S [ - e A e 1 m/z 97.05 77.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57 97
5000 41
69 6.60 6.80 7.00 7.20
29 ‘ 83 112 168 m/z 41.05 37.07%
oL, }?,.‘J..h”..J.‘,.hu.”ﬂk.. [ AN }??I A
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
97

60 6.80 7.00 7.20

o

5000 m/z 69.05 27.27%
41 55 gg 84
27 112
O L L B LA B e e o e ML e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36852: Cyclohexane, 1-methyl-2-pentyl-
55 97 6.60 6.80 7.00 7.20

m/z 55.05 22.07%

5000 41
29

H 69 &1 168
bk ..‘NL. JW‘,.‘m.. b T 125 139 158 |

m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 12

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

7.29 2.71 ng 116221 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 81
2 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 56
3 1,2,3,6-Tetrahydropyridine 83 C5HON 000694-05-3 47
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 43
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 38

Abundance Scan 885 (7.292 min): BF103863.D (-881) (-) m/z 82.00 100.00%
8p
5000 110
39 o4 A
67 7.00 7.20 7.40 7.60
119
Obrrprereprrrer bl el e e o e || M7z 110.00  38.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82
5000
39 54 110 7.00 7.20 7.40 7.60
‘ m/z 54.00 27 .30%
27 67
O'W””P”M””ﬂ”WﬂMPJW””‘”'29'”W””P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82
RS RARRE LS R
7.00 7.20 7.40 7.60
5000 43 110 m/z 39.00 24.99%
54
27
o 67 95 122 135 150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1301: 1,2,3,6—Tetrahydropyridine LI L L L L L B
54 8 7.00 7.20 7.40 7.60
m/z 57.05 11.90%
39
5000 28 68
O'W}?P”W””P”W“”P”W”””'””'”W””P”W””P”W””P U R L L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Adamantane Concentration Rank 10

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

7.62 3.07 ng 131455 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 95
2 2,5-Methano-1H-indene, octahydro- 136 C10H16 019026-94-9 46
3 1,3-Cyclohexadiene, 5-butyl- 136 C10H16 030168-57-1 46
4 Tricyclo[3.3.2.0(3,7)]decane 136 C10H16 049700-60-9 43
5 1H-Inden-1-one, 2,3,4,5,6,7-hexa... 136 C9H120 022118-00-9 38

Abundance Scan 941 (7.622 min): BF103863.D (-934) (-) m/z 136.10 100.00%
136

79 93

5000
107 119

7.20 7.40 7.60 7.80 8.00

0 m/z 79.00 62.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15679: Adamantane
136
79
93
5000
7.20 7.40 7.60 7.80 8.00
0
“ 53 ‘ ‘ 107 121 m/z 93.00 56.78%
Obr e ‘M ‘ .“.” A Al e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
136
79
94
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 80.10 40.11%
41 121
107
27 53
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15750: 1,3-Cyclohexadiene, 5-butyl-
79 7.20 7.40 7.60 7.80 8.00
m/z 135.10 36.53%
5000
136
27 39 91
o | 7, Slsg65 | |} e8 197 121108
T T T R T e e T e e o e BEE S E s S e )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 6

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

7.95 6.49 ng 347623 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 90
2 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 40
3 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
5 Cyclopentanamine 85 C5H11IN 001003-03-8 37

Abundance Scan 997 (7.951 min): BF103863.D (-993) (-) m/z 56.05 100.00%
56
5000 43
‘ 73
103
7.60 7.80 8.00 8.20
3 N 11 B .|,.‘??.,|.|...,.'.|..,.9.?.,.|...1,1.1...,1.2F?.,..1.3.7,....1,5.1..., m/z 43.00  44.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl-
56
MMMA,\J\J\__
43 s 7.60 7.80 8.00 8.20
85 103 m/z 55.05 37.94%
0

29
18 H\es H | 95 111 129 145
T T T T T T T T I T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
56
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

7.60 7.80 8.00 8.20

5000 a1 m/z 57.05 34.00%
73
29 g5 103
o 18 65 9 | 111 128 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3365: 1-Pentene, 2,4-dimethyl- B EESE se
56 760 780 8.00 8.20
43 m/z 41.05 33.46%
5000
27 ‘ 70
83 98
0 15 “ ‘H \‘ ‘ | |
R A s o B o ARARaaEasas R e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 5

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

9.19 10.52 ng 548036 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 59
2 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 56
3 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
4 Butanoic acid, 1l-methylpropyl ester 144 C8H1602 000819-97-6 42
5 Butanoic acid, l-methyloctyl ester 214 C13H2602 069727-42-0 40

Abundance Scan 1208 (9.192 min): BF103863.D (-1205) (-) m/z 71.00 100.00%
7
43
5000
83
‘ | o 8.80 9.00 9.20 9.40 9.60
111 143 173 ' : ' : '
oberr ...|.|, A .,.'.|. | Mt 127 315 17185 07 704305 71.28%
miz-> 20 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71
43
5000
8.80 9.00 9.20 9.40 9.60
56 m/z 56.10 30.41%
27 83 o8 1
ob el I L 127 143 150 173185108 215 243
miz-> 20 Jo 60 80 100 150 150 160 180 200 220 240
Abundance
71
13 880 9.00 920 9.40 9.60
5000 m/z 83.05 27.58%
56
83
o % 111 143 173
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137568: Sulfurous acid, decyl 2-penty! ester T e T
7 8.80 9.00 9.20 9.40 9.60
m/z 41.05 19.64%
43
5000 57
85
29 141
SRR R O SO O NNOE N S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Propanoic acid, 2-methyl-, ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.01 ng 104526 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 90
2 Pentanoic acid, 2,2,4-trimethyl-._. 286 C16H3004 1000140-77-5 74
3 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 59
4 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 59
5 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 56
Abundance Scan 1413 (10.398 min): BF103863.D (-1411) (-) m/z 71.00 100.00%
7
5000 43
56 83 111 159 173 10.00 10.20 10.40 10.60 10.80
O bt b 2 348 OIS 207 288 1 ThJz 43.05  47.20%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71
5000 SRR A AR
10.00 10,20 10.40 10.60 10.80
43 m/z 41.00 8.99%
0 56 | 83 g7 111 143 159 173 243
miz-> 20 Jo 60 éo 160 120 140 160 180 200 220 240
Abundance
71
43 1000 10.20 10.40 10.60 10.80
5000] g m/z  56.00 7.72%
55
o 83 97 111 157 143 159 173185108 215 229 243
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165761: Fumaric acid, nonyl tetrahydrofurfuryl ester I e e e o
7 10.00 10.20 10.40 10.60 10.80
m/z 111.05 6-99%
5000
o2 Pss M 100 126139153 184 201 2%6
mz-> 20 40 60 éo 160 120 140 160 180 200 220 240 10.00 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Decane, 2,3,5-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.11 ng 109794 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Dodecane, l-iodo- 296 C12H251 004292-19-7 86
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 78
Abundance Scan 1418 (10.427 min): BF103863.D (-1416) (-) m/z 57.05 100.00%
9 10 200 10,20 10.40 10.60 10.80
o m/z 43.05 69.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48894: Decane, 2,3,5-trimethyl- LM LJ\AW/\
57
5000 LRI UL UL B B
10,20 10.40 10.60 10.80
m/z 71.05 62 .34%
) g9 141
0"f'l‘ ""l"'l‘l"" BB N N D D S D U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 85.10 49.81%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83051: Dodecane, 2-methyl-6-propyl- LSRR E e e
5 10.20 10.40 10.60 10.80
m/z 41.05 27 .66%
5000 w L\N/LW\‘J\
99 140
o 182 526 e ot T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.90 4.18 ng 178168 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tritetracontane 605 C43H88 007098-21-7 90

Abundance Scan 1498 (10.898 min): BF103863.D (-1495) (-) m/z 57.10 100.00%

57
5000 85

10.60 10.80 11.00 11.20

Iy 13 141 1690 207

Orrrr el Al et o e F i r o e || M7z 71.10  63.22%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57
5000 85
10.60 10.80 11.00 11.20
4 m/z 43.05 61.55%
Loz | s m se 1
rrrr e e e A e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
N
10.60 10.80 11.00 11.20
5000 A a5 m/z 85.05 42.02%
ol 15 U3 141 169 197 225 253268 296
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane N BN BREaE TS
57 10.60 10.80 11.00 11.20
m/z 41.10 29.42%
5000 P
4
ol18] ‘ | ) 13 141 169 197 226
e A NS N MM A A AR .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1060 1080 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

ﬁ?ggle i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 4 .58 ng 186219 Chrysene-di2 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Octadecene 252 C18H36 000112-88-9 90

Abundance Scan 2020 (13.968 min): BF103863.D (-2019) (-) m/z 83.10 100.00%

5000

329 13.60 13.80 14.00 14.20

32 153 175 195 224241 267 291

(0} m/z 55.00 82.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55
83
5000 LA L L L L LB L
111 13.60 13.80 14.00 14.20
29 m/z 69.10 71.44%
‘ M | 139 182 210
(]SRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
B R BN
13.60 13.80 14.00 14.20
5000 11 m/z 43.10 67.62%
29 139

o 167 196 224 252 280 308

Wmmmmmwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol L BT o e
13.60 13.80 14.00 14.20

m/z 57.10 58.27%

5000

139

167 196 238 266 294
B e e o N EEmes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF032218\

Data File : BF103863.D

Acq On : 22 Mar 2018 20:18

Operator : JU/SJ

3?22'6 i J1997-25 SLAB-CONCRETE-B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.30 3.4 ng 146714 1 6.97 857684 20.0
4-Penten-2-one, 4. .. 3.79 2.8 ng 121731 1 6.97 857684 20.0
3-Penten-2-one, 4. .. 4.63 119.9 ng 5140530 1 6.97 857684 20.0
2-Pentanone, 4-hy... 5.24 154.0 ng 6606060 1 6.97 857684 20.0
unknown6.74 6.74 17.3 ng 741675 1 6.97 857684 20.0
3-Heptene, 2,2,4,... 6.87 2.0 ng 86822 1 6.97 857684 20.0
2-Cyclohexen-1-on. .. 7.29 2.7 ng 116221 1 6.97 857684 20.0
Adamantane 7.62 3.1 ng 131455 1 6.97 857684 20.0
1,3-Pentanediol, ... 7.95 6.5 ng 347623 2 8.26 1071270 20.0
2,2,4-Trimethyl-1_._. 9.19 10.5 ng 548036 3 10.02 1041930 20.0
Propanoic acid, 2... 10.40 2.0 ng 104526 3 10.02 1041930 20.0
Decane, 2,3,5-tri... 10.43 2.1 ng 109794 3 10.02 1041930 20.0
Tetradecane 10.90 4.2 ng 178168 4 11.50 852283 20.0
Cyclopentadecane 13.97 4.6 ng 186219 5 14.16 813470 20.0
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