LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acq On > 7 Oct 2017 2:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 15608-01 ClientSampleld :
Misc - PURGE-WATER-2017
ALS Vial : 26 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-BF092317 .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 2.163 9 13 31 rvB 483133 662654 15.93% 2.167%
2 5.087 506 510 520 rvB 270029 306296 7.36% 1.002%
3 5.487 573 578 581 rBV 1617753 1593953 38.31% 5.213%
4 6.487 744 748 751 rBV 1225359 1037930 24.95% 3.394%
5 6.634 768 773 776 rBV 2759048 2573175 61.85% 8.415%
6 6.863 808 812 815 rBV 1082681 875866 21.05% 2.864%
7 7.022 834 839 842 rBV 2351735 2308375 55.48% 7.549%
8 7.428 903 908 911 rBV 1900680 1871105 44.97% 6.119%
9 7.792 967 970 976 rvB2 38265 45458 1.09% 0.149%
10 7.916 987 991 994 rVB 181193 142631 3.43% 0.466%
11 7.981 998 1002 1004 rBvV 55494 49469 1.19% 0.162%

12 8.045 1009 1013 1017 rBV 841159 780776 18.77% 2.553%
13 8.145 1026 1030 1033 rVB 1385228 1199011 28.82% 3.921%
14 8.551 1095 1099 1107 rvVvB2 38769 44375 1.07% 0.145%
15 8.710 1121 1126 1129 rBV 51008 43922 1.06% 0.144%

16 9.104 1186 1193 1196 rBV 3401099 4160486 100.00% 13.606%
17 9.222 1207 1213 1216 rBV 3581634 3481360 83.68% 11.385%
18 9.898 1323 1328 1332 rBV2 1514006 1316615 31.65% 4 _.306%
19 10.257 1385 1389 1390 rBV 39732 43030 1.03% 0.141%
20 10.275 1390 1392 1394 rVB 176284 124707 3.00% 0.408%

21 10.686 1457 1462 1466 rBV 1714625 1778618 42.75% 5.817%
22 10.751 1469 1473 1478 rVB 217822 180670 4_.34% 0.591%
23 11.386 1577 1581 1584 rBV 1464940 1239465 29.79%% 4_.053%
24 11.551 1604 1609 1612 rBV2 55779 53064 1.28% 0.174%
25 12.163 1709 1713 1718 rBV 137766 126310 3.04% 0.413%

26 12.851 1823 1830 1833 rBV2 59512 80838 1.94% 0.264%
27 12.968 1845 1850 1853 rBV2 2888463 2918287 70.14% 9.544%
28 13.451 1929 1932 1935 rVB 61941 49946 1.20% 0.163%
29 13.692 1971 1973 1978 rVB 46103 43634 1.05% 0.143%

30 14.021 2025 2029 2033 rVB 881688 734382 17.65% 2.402%

31 15.498 2274 2280 2287 rBV 582510 712300 17.12% 2.329%

Sum of corrected areas: 30578708

8270-BF092317.M Mon Oct 09 01:30:02 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099172.D

7 Oct 2017 2:47

SJ3/JU

15608-01 PURGE-WATER-2017
26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000
2500000
2000000
1500000

1000000

2.16

I

500000

TIC: BF099172.D

6.63

7.02

7.43
5.49

6.49
6.86

5.09

7.79

0

Time-->

5.50

6.00

™1
2.50

3.00

3.50

4.00

4.50

5.00

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

500000

7

OM

8.

TIC: BF099172.D
9.19/22

12.97

10.69

9.90 11.39

15

10.27 75

1026 11.55 12.16 12.8

il

8,568.71

13.45

1
Time--> 8.00

11.50 12.00 12.50 13.00

9.00 9.50

10.00 10.50 11.00

8.50

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
.69

N,

0

TIC: BF099172.D

14.02

15.50

1

Time-->

4.00 14.50 15.00 15.50 16.00 16.50

17.00 17.50 18.00 18.50 19.00

8270-BF092317.

M Mon Oct 09 01:30:03 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 4

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

2.16 15.13 ng 662654 1,4-Dichlorobenzene-d4 6.86
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 12 (2.157 min): BF099172.D (-9) (-) m/z 73.05 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

ol e e v m/Z 43.05 38.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR AR AR AR IS U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 27.70%
1l 26 | g w
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AR IR U U UL I
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.05 24 .18%
29
Obr e pere el SAN 70 L 97 229
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T

73 220 230 2.40 2.50 2.60
m/z 40.95 12.72%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.09 6.99 ng 306296 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF099172.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 R U RS SRR
51| 83 | 4.80 500 520 5.40
M N m/z 59.00 57.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S S R
480 5.00 520 5.40
59 101 m/z 101.00 21.83%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 15.64%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R L
59 480 5.00 520 5.40

m/z 41.05 8.33%

5000 41

68
50 126 142

NI 2L 3.

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 unknown6.63 Concentration Rank 2

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

6.63 58.76 ng 2573180 1,4-Dichlorobenzene-d4 6.86
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 35
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF099172.D (-768) (-) m/z 132.00 100.00%
132
5000 68
40 54 75 104 6.20 6.40 6.60 6.80 7.00
o....,...::'!..4.8,::..,6.2:1-.|,..'..??.5.‘?,..!.,.-:..,.1.1.5.,...., | m/Z 68.10 39.01%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR I I RN R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.53%
38 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.47%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.36%
97
5000
70
31
R O A S R
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 I-Menthone Concentration Rank 8

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

7.92 2.38 ng 142631 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Menthone 154 C10H180 014073-97-3 98
2 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 001196-31-2 98
3 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000089-80-5 98
4 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 96
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 000491-07-6 96

Abundance Scan 992 (7.922 min): BF099172.D (-987) (-) m/z 112.10 100.00%
112
69
55
5000 41 139
154 .
1l ‘ || ‘ 121 7.60 7.80 800 820
o T | N N ....,....,' MM N BN TR m/z 69.00 71.66%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26618: I-Menthone
69 112
a A
5000 139 B AR AR AR AR
97 154 7.60 7.80 8.00 8.20
‘ m/z 55.00 55.24%
Ol ettt e i HH “..l....‘ ...l‘fl.%.s.l....|....|....|..
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
112
69
a 7.60 7.80 8.00 8.20
5000 m/z 139.10 49.47%
97 139
84 154
121
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26911: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, trans- Eamamm ./l. T
69 112 7.60 7.80 8.00 8.20
55 m/z 41.05 49.39%
5000 139
154
125
0'I""I'"'I""I'"'I""I""I""I""I""I ""I"""I""i""l""'l"
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF092317.M Mon Oct 09 01:30:06 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Levomenthol Concentration Rank 5

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

8.05 13.02 ng 780776 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Levomenthol 156 C10H200 002216-51-5 91
2 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 001490-04-6 91
3 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 015356-70-4 90
4 dl-Menthol 156 C10H200 000089-78-1 90
5 d-Menthol 156 C10H200 015356-60-2 90

Abundance Scan 1014 (8.051 min): BF099172.D (-1009) (-) m/z 70.95 100.00%
5000
780 8.00 820 840
0 m/z 81.10 82.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28223: Levomenthol
71
81 o
5000 R L UL L R
41 55 123 15 7.z'3o 8.IOO 8.|20 8.'40
27 ‘ 100 m/z 95.10 79.41%
0..,.1..5.,....,....,....,....,q?..,....,....,....,....,....,....,....,....,.1.5.5.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71 81
95 A A AR AR RN
a1 7.80 8.00 8.20 8.40
5000 55 m/z 41.05 48 .65%
123 138
29 109
ol 155
Wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28386: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
moer 7.80 8.00 8.20 8.40
m/z 55.00 46.94%
5000 41 55 123
29 ‘ 109 138
0'W}AWHJW“““““vh“v“lh“wjmw“”ﬁ““M““v*HVHlv“w'HWH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 7 Phenol, 2-methoxy-3-(2-prop... Concentration Rank 1

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

9.10 63.20 ng 4160490 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy-3-(2-propenyl)- 164 C10H1202 001941-12-4 98
2 Eugenol 164 C10H1202 000097-53-0 98
3 3-Allyl-6-methoxyphenol 164 C10H1202 000501-19-9 98
4 trans-Isoeugenol 164 C10H1202 005932-68-3 96
5 Phenol, 2-methoxy-4-(l1-propenyl)... 164 C10H1202 005912-86-7 96

Abundance Scan 1192 (9.098 min): BF099172.D (-1186) (-) m/z 164.10 100.00%
164
5000
77 4 103 131 149
55 121 LIS I B L L
39 65 1 173 8.80 9.00 9.20 9.40
0 |13 . 'm/z 149.10 35.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33399: Phenol, 2-methoxy-3-(2-propenyl)-
164
5000 R UL R L
77 o 108 131 149 8.80 9.00 9.20 9.40
121 m/z 77.00 34.64%
27
0||||||||||||||||||||| \‘\ |...l“.. ‘H “ 1]'-'2"""""4'0"'I""I'"I""I'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
164
880 9.00 920 9.40
m/z 103.00 34 .43Y%
5000 7 g, 103 131 149 |
55 121
41 &
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33304: 3-Allyl-6-methoxyphenol R m
164 8.80 9.00 9.20 9.40
m/z 131.00 30.69%
5000 149
55 77 g7 103 ;55131
A P Pl
OHPHWH“M“WM“HAWHmv“'”“'“H%'LHEHW““V“W“LP“W' L R L U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 unknownl10.75 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.92 ng 180670 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Triazene, 1l-methyl-3-(4-methyl... 149 C8H11N3 021124-13-0 46
2 Diazene, bis(2-methylphenyl)- 210 C14H14N2 000584-90-7 38
3 Diaziridinone, (1,1-dimethylethy... 246 C15H22N20 019656-67-8 38
4 Benzo[c]pyrazole, 4,5,6,7-tetrah... 334 C21H19FN20 1000259-20-2 38
5 2,3,5-Trioxabicyclo[2.1.0]pentan... 254 C16H1403 056247-48-4 35
Abundance Scan 1473 (10.751 min): BF099172.D (-1469) (-) m/z 209.10 100.00%
209
91
5000 65 77
39 53 103 119131 R | W
147 192
161 179 10.40 10.60 10.80 11.00
0 L m/z 90.95 71.06%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23509: 1-Triazene, 1-methyl-3-(4-methylphenyl)-
91
119
5000
65 10.40 10.60 10.80 11.00
23 - 107 m/z 65.00 39.01%
149
0 ,....,“..‘l.,....“‘,..‘l.,.H...‘l‘..l.:‘;.4|..‘..,....,.... Emaa
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
AABAUNESUVBAL RSEEE
10.40 10.60 10.80 11.00
m/z 77.00 35.56%
5000 65 210 (
39 51 119 152165 195
O B B e O B B o e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99111: Diaziridinone, (1,1-dimethylethyl)(1,1-dimethyl-2-...
57 91 10.40 10.60 10.80 11.00
41 147 m/z 103.00 28.36%
5000 133
05117
i (2 L amasm e
OII\III\I\H\I\HIwIIw M \ IH ||||||||||||||||||||||||
m/z-> 20 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099172.D

Acq On > 7 Oct 2017 2:47

Operator : SJ/JU

Sample - 15608-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 9 Methyl valerate Concentration Rank 10

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

12.16 2.04 ng 126310 Phenanthrene-d10 11.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl valerate 116 C6H1202 000624-24-8 50
2 Methyl isovalerate 116 C6H1202 000556-24-1 47
3 3-(Dioxolan-2-yl)-1,1-dimethyl-2.._. 251 C14H21NO3 1000305-98-1 36
4 2-Amino-4-methyl-4-pentenoic acid 129 C6H11NO2 1000133-00-5 33
5 Propanoic acid 74 C3H602 000079-09-4 33

Abundance Scan 1713 (12.163 min): BF099172.D (-1709) (-) m/z 74.10 100.00%
4
5000
57
a T T
99 114457 147 171 200 11.80 12.00 12.20 12.40
o m/z 57.05 28.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8075: Methyl valerate
74
5000 29 7 LI L B B B
43 57 11.80 12.00 12.20 12.40
15 m/z 41.00 11.92%
‘ “\ ‘H ‘\M 1 L 101 116
O e T e T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
74
R e e N EERE
11.80 12.00 12.20 12.40
5000 m/z 43.00 11.33%
43 g7
29 101
15 87 | 116
O T T e T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103073: 3-(Dioxolan-2-yl)-1,1-dimethyl-2-phenylpropylhydr... LA B o
4 11.80 12.00 12.20 12.40
m/z 55.00 10.93%
5000
45 %8
0 il \‘ | 1(\)4 189 251
T e e e e e e e e RS E R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. 00 12. 20 12.40

8270-BF092317.M Mon Oct 09 01:30:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.85 2.20 ng 80838 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 93
2 2-Methylphenothiazine 213 C13H11NS 005828-51-3 50
3 2,5-bis(Trimethylsilyl)thiophene 228 C10H20SSi2 017906-71-7 46
4 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 38
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 38
Abundance Scan 1830 (12.851 min): BF099172.D (-1823) (-) m/z 213.10 100.00%
213
5000 74
43 57 91 19 228 HE AU PRI SUNLIA SN
105 135 152165 198 256 12.60 12.80 13.00 13.20
0 LpiﬁTﬂTﬁT m/z 74.00 38.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
2
5000 R U BRI U SR

12.60 12.80 13.00 13.20
119 m/z 119.00 24 _17%

135 150165 183197

91
15 395 6578

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
213
12.60 12.80 13.00 13.20
5000 180 m/z 43.00 20.07%
152167 | 108
S THN N[ N S | S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83860: 2,5-bis(Trimethylsilyl)thiophene I a  BREEEEES B
213 12.60 12.80 13.00 13.20
m/z 214.10 16.43%
5000
228
0 115 163 183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\

Data File : BF099172.D

Acg On : 7 Oct 2017  2:47

Operator : SJ/JU

Sample - 15608-01 PURGE-WATER-2017
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.16 15.1 ng 662654 1 6.86 875866 20.0
2-Pentanone, 4-hy... 5.09 7.0 ng 306296 1 6.86 875866 20.0
unknown6 .63 6.63 58.8 ng 2573180 1 6.86 875866 20.0
I-Menthone 7.92 2.4 ng 142631 2 8.15 1199010 20.0
Levomenthol 8.05 13.0 ng 780776 2 8.15 1199010 20.0
Phenol, 2-methoxy. .. 9.10 63.2 ng 4160490 3 9.90 1316620 20.0
unknown10.75 10.75 2.9 ng 180670 4 11.39 1239470 20.0
Methyl valerate 12.16 2.0 ng 126310 4 11.39 1239470 20.0
Phenol, 4,4"-(1-m... 12.85 2.2 ng 80838 5 14.02 734382 20.0
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