LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 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 M\METHODS\8270-BM041519 .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 4.863 313 319 329 rBV 133652 212860 4_47% 0.788%
2 5.128 358 364 382 rBV 606419 1037972 21.77% 3.841%
3 6.716 628 634 649 rBV 273425 636095 13.34% 2.354%
4 7.051 683 691 709 rBVY 1270622 2178700 45.70% 8.062%
5 7.510 762 769 784 rVB 335670 568322 11.92% 2.103%
6 7.822 813 822 837 rBVY 1307048 2168806 45.49% 8.025%
7 8.586 947 952 960 rVB2 71075 113801 2.39% 0.421%
8 8.687 960 969 988 rBV 785099 1595319 33.46% 5.903%
9 9.004 1016 1023 1030 rvB2 158349 263411 5.53% 0.975%
10 9.110 1036 1041 1051 rVB 40967 80405 1.69% 0.298%
11 9.686 1129 1139 1147 rBV5 36401 85079 1.78% 0.315%
12 10.292 1236 1242 1255 rVB 329228 630697 13.23% 2.334%
13 11.016 1360 1365 1372 rBvV2 25000 49228 1.03% 0.182%
14 11.651 1466 1473 1480 rBvV2 38034 82507 1.73% 0.305%

15 12.780 1658 1665 1677 rBV 2308192 3435653 72.07% 12.713%

16 13.657 1810 1814 1825 rVB 40659 78105 1.64% 0.289%
17 14.180 1896 1903 1910 rvv2 538591 821449 17.23% 3.040%
18 15.692 2153 2160 2176 rBV 1723491 2820547 59.17% 10.437%
19 15.957 2200 2205 2219 rBvV4 34403 101418 2.13% 0.375%
20 16.251 2250 2255 2264 rVB 95297 170255 3.57% 0.630%

21 16.945 2367 2373 2380 rBV2 663906 976392 20.48% 3.613%
22 17.833 2520 2524 2534 rBV 262034 427146 8.96% 1.581%
23 19.133 2741 2745 2752 rBV 147575 222367 4.66% 0.823%
24 19.362 2781 2784 2789 rBV 87651 108892 2.28% 0.403%
25 19.586 2817 2822 2831 rBV 3725508 4767167 100.00% 17.640%

26 20.856 3034 3038 3044 rVB 227399 274321 5.75% 1.015%
27 21.156 3085 3089 3095 rBvV 850698 1215117 25.49% 4._.496%
28 22.156 3256 3259 3261 rBV 116548 118770 2.49% 0.439%
29 22.639 3338 3341 3345 rVB2 152470 187137 3.93% 0.692%
30 23.180 3430 3433 3438 rVvB2 162198 225747 4.74% 0.835%

31 23.350 3456 3462 3474 rVB 703584 1370788 28.75% 5.072%

Sum of corrected areas: 27024473
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019967.D
3500000
3000000
2500000
2000000
1500000 7.82

1000000 3.69

5.13
500000 6.72 751 10.29
i 486 i I 899 9891  ge9 \ 11.02 116

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019967.D

19,59
3500000

3000000
2500000 12.78
2000000

15.69
1500000

1000000

16.94
14.18
500000 17.83

19.1
13.66 ‘k 15,9662 L __,_}L%fﬂ L

S e S L R e R AR o e e eI

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019967.D

3500000
3000000
2500000
2000000
1500000

1000000

20.86 2216 22.64 23.1

500000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown4.86 Concentration Rank 5

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

4._86 7.49 ng 212860 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 97
2 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 38
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 25
4 3-Hvdroxvpvridazine l-oxide 112 C4H4N202 018259-51-3 17
5 1,4-Cyclohexanedione 112 C6H802 000637-88-7 9

Abundance Scan 318 (4.857 min): BM019967.D (-313) (-) m/z 112.00 100.00%
112
77
5000
At 460 4.80 5.00 5.20
38 . . . .
o S 27 Tm/z 77.00  70.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6179: Benzene, chloro-
112
77
5000 UL SRR LR LN
460 4.80 5.00 5.20
51 m/z 114.00 31.33%
oL15 2738 | 62 o7 |
m/z--> 20 40 60 86 160 150 150 1éo 1éo 260
Abundance #6182: Phenol, 3-fluoro-
112
460 480 500 520
5000 m/z 50.95 18.24%
84
64
0 28 3\9 53\“ \‘ | ‘H 95 |
m/z--> 25 Jo eb 86 160 150 150 1éo 1éo 260
Abundance #6181: Phenol, 4-fluoro- T T T[T T T T[T T T T T T TTT
112 460 4.80 5.00 5.20
m/z 50.00 16.49%
5000
83
57
Unnmak ??'Iqﬁ"l'qq'l"?%l" B REEREREEE N UA RS EE RS R N U R L A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 1

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

7.05 76.67 ng 2178700 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 38
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 691 (7.051 min): BM019967.D (-683) (-) m/z 132.00 100.00%
32
5000 68 ]\\
96 IR SRS R A
40 .. 5 ‘ | g7 | 103 ‘ 6.80 7.00 7.20 7.40
o.w.”w.”w.”ﬂﬂn." }h.“hn“”.“.npﬂnp.”,””,h”,” m/z 68.10 48.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U UL L L I
6.80 7.00 7.20 7.40
m/z 134.00 33.16%
| |‘ 103
OIIIIIIIII”IIII”M“I||I||| "|'||||II!|||||||'|||I||||!I||||1|1|5||||||| ARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
680 7.00 7.20 7.40
5000 97 m/z 66.00 33.11%
70
31
. 4451 60| 77 g5 | 105 116 |,
iz 1 25 30 4o B b 10 b % 100 130 130 1% 150
Abundance #14013: 1H-Benzimidazole, 2-methyl- R EEE memE L
132 6.80 7.00 7.20 7.40
m/z 69.10 21.11%
5000
o 15 28 3 82 G 77 90 104 46 |
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

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

8.59 4.00 ng 113801 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 93
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 81

Abundance Scan 953 (8.592 min): BM019967.D (-947) (-) m/z 119.10 100.00%
119
5000
91 134
39 51 65 || 8.20 8.40 8.60 8.80 9.00
o..,....,....,....,....,l....,.l:'..,...'.-.... ....,.:'..,...-:I....,'!-.-..,.. m/z 134.10 28.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119
5000 AR AR RN SR L
134 8.20 8.40 8.60 8.80 9.00
9a m/z 117.10 27.18%
51 65 7 105
oL 15 27 3 % 58 L lo98 il 1l 127
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.00 25.14%
91 134
oL 15 28 8 e \‘ 810 L} 227
miz> 10 2 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14368: Benzene, 2-ethyl-1,3-dimethyl-
119 8.20 8.40 8.60 8.80 9.00
m/z 115.00 16.85%
5000
91 134
0 'W'%?'P'??I“'?ﬁ'”'I“'?ﬁ'?h'P"MI”"J'“'Iﬁﬁ?I'Jml"”l"'ﬁ"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.00 Concentration Rank 4

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

9.00 8.35 ng 263411 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-25-2 42
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 41
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 38
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 30
5 Cyclopentene,1l-(2-propenyl)- 108 C8H12 037689-19-3 25

Abundance Scan 1022 (8.998 min): BM019967.D (-1016) (-) m/z 108.10 100.00%
108
41
5000 137
. 267 %5 | 8bo 580 .00 920 940
o N T NS m/z 69.00 95.36%
m/z--> 50 100 150 200 250 300 350
Abundance #24190: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E)-
109
41
5000 69 152
8.60 8.80 9.00 9.20 9.40
9 m/z 109.10 74 .36%
oL15 138
m/z--> 50 100 150 200 250 300 350
Abundance #24135: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)-
109
43 |'“'w'“|“"wA“|“
8.60 8.80 9.00 9.20 9.40
5000 67 m/z 95.10 68.86%
137
91
0...\.|J‘.‘.“..j'|'..’.,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance #24311: Neopentylidenecyclohexane
69 8.60 8.80 9.00 9.20 9.40
m/z 41.05 68.66%
5000 a1 109 137
15 ) | J‘th‘{ \ \ |
ol |||‘|J|“ MIUIJI "

I
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 14

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

9.11 2.55 ng 80405 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 96
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 94
4 Benzene. l1-methvl-4-(1-methvleth... 134 C10H14 000099-87-6 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 1041 (9.110 min): BM019967.D (-1036) (- m/z 118.95 100.00%
119
5000 134
91
9 51 65 [ | 105 8.80 9.00 9.20 9.40
Ol e e it bbb e e e e m/z 134.10 45.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119
134 | A
5000 RSN SR LS SRR
8.80 9.00 9.20 9.40
g1 m/z 91.00 23.34%
15 27 fl Sl1sg 65 T | 98105115 || 197
S AR RN AR AL RRARA RAARN RAARA RRRLN AR RARAS EALSS LR RARRE BA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-

119

8.80 9.00 9.20 9.40
m/z 77.00 14.13%

5000

0!

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
1

9 8.80 9.00 9.20 9.40
m/z 117.10 10.56%

5000

134
91

27 41 51 sg 65 77

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 12

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

9.69 2.70 ng 85079 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 58
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 53
3 Benzene. l1-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 53
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 52
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 52

Abundance Scan 1140 (9.692 min): BM019967.D (-1129) (- m/z 119.00 100.00%
119
5000 134
704, 9
3|9 51 63 || B4 | 103 | 9.40 9.60 9.80 10.00
o} NN I 11 N W A 1 S P m/z 134.10 39.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: Benzene, 1-methyl-2-(1-methylethyl)-
119
)
5000 o1 UL L LN SR
9.40 9.60 9.80 10.00
w0 o 77 134 m/z 117.00 37.31%
51
15 27 L il 58 || ||| M 1(I)|3

Tt e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-

1

N A
LI L e

9.40 9.60 9.80 10.00
m/z 91.10 25.53%

5000

27 41 5158 65 77

15

0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14401: Benzene, 1-methyl-4-(1-methylethyl)-
1

9 9.40 9.60 9.80 10.00
m/z 70.10 21.11%

5000

91 134

27 34 41 5158 65 77

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.62 ng 82507 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 90
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 86
3 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 64
4 1H-Indole. 5-Fluoro- 135 C8H6FN 000399-52-0 59
5 Hexestrol 270 C18H2202 005635-50-7 59
Abundance Scan 1473 (11.651 min): BM019967.D (-1466) (-) m/z 135.00 100.00%
5000 107
41 ¢, 65 7( |9f 119 120 11.40 11.60 11.80 12.00
Obrr bbbt bbbt AL m/z 107.00 45.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22637: Phenol, p-tert-butyl-
135
5000
107 11.40 11.60 11.80 12.00
a1 150 m/z 95.10 16.94%
95
15 27 51 65 10 g7 119
iz 10 20 % 40 % 8 7 85 90 100 110 120 190 140 150
Abundance #22642: Phenol, m-tert-butyl-
135
11.40 11.60 11.80 12.00
5000 m/z 150.00 16.46%
107 150
41 95
27 | 51 65 ‘ 85 | | 119
S R R A KA A AR ARALA A LRSS LARAN SRS SRR RARAN SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23389: 4-Hydroxy-2-methylacetophenone R L
135 11.40 11.60 11.80 12.00
m/z 77.00 16.08%
5000
77 107 150
0 15 2\7 4\3 5\1\ 63 ‘u o1 121
m/z--> 10 20 30 40 50 eb 70 80 90 100 110 120 130 140 1%0 ' 11.40 11.60 11.80 12.00

8270-BM041519.M Fri Apr 19 14:43:03 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2(3H)-Benzothiazolone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.08 ng 101418 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Benzothiazolone 151 C7H5NOS 000934-34-9 91
2 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 64
3 Thienol3.2-clpvridin-4(5H)-one 151 C7H5NOS 027685-92-3 47
4 2(3H)-Benzoxazolethione 151 C7H5NOS 002382-96-9 35
5 4-Methoxyformanilide 151 C8H9NO2 023896-88-0 35

Abundance Scan 2206 (15.963 min): BM019967.D (-2200) (-) m/z 150.90 100.00%

96 151

5000
161 15.60 15.80 16.00 16.20
01 m/z 96.00 84 .55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23618: 2(3H)-Benzothiazolone
1%1
96
123

5000
15.60 15.80 16.00 16.20

m/z 122_.90 51.86%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23621: 1,2-Benzisothiazol-3(2H)-one
151
15.60 15.80 16.00 16.20
5000 m/z 69.00 24 .69%
96
39 5058 69 g 108 123
A P PSS SN MSSTSS | SN——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23623: Thieno[3,2-c]pyridin-4(5H)-one R AR EEEEE T
151 15.60 15.80 16.00 16.20
0
96 124 m/z 70.00 19.50%
5000 45
28
62
37
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzenesulfonamide, N-ethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.25 3.49 ng 170255 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-ethvl-4-me... 199 C9H13NO0O2S 000080-39-7 98
2 4-MethvIl-N-(2-oxobutvl)benzenesu... 241 C11H15N03S 1000192-14-5 72
3 Glvcine. N-T(4-methviphenvD)sulf... 229 C9H11NO4S 001080-44-0 64
4 (Toluene-4-sulfonvlamino)-acetic... 283 C13H17N04S 1000190-48-0 53
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 50
Abundance Scan 2255 (16.251 min): BM019967.D (-2250) (-) m/z 91.00 100.00%
q1
155
5000
NN N R B
199 16.00 16.20 16.40 16.60
o Q10 % m/z 155.00  63.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55744: Benzenesulfonamide, N-ethyl-4-methyl-
g1
155
5000 R U BN U B
65 184 16.00 16.20 16.40 16.60
m/z 184.00 42.03%
44 199
oL 15 29 7" | 77 | 106120 139 .
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240
Abundance #82838: 4- Methyl N-(2-oxobutyl)benzenesulfonamide
155 184
16.00 16.20 16.40 16.60
5000 m/z 65.00 26.10%
57
29
0 L4 “ 77 1) 107119 139 | 212 242
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #75835: Glycine, N-[(4-methylphenyl)sulfonyl]- L A
91 16.00 16.20 16.40 16.60
155 m/z 92.00 14.42%
5000 184
30 65
0 w 51 | 77 | 107120 139 | 171 | 229
m/z--> 20 Jo 60 éo 100 120 150 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 8.75 ng 427146 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2523 (17.827 min): BM019967.D (-2520) (-) m/z 73.00 100.00%
43
5000
157171185 213 LR SUMIRE BRI SR SUM
i 143 199 | 227 256 551 17.60 17.80 18.00 18.20
O m/z 60.00 78 .55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
48
60
5000
17.60 17.80 18.00 18.20
83 12 - m/z 43.05 67 .29%
o DL S s P ramisriraes o150 01p”
m/z--> 20 45 60 80 160 150 1&0 160 180 200 220 240 2éo 2§o
Abundance #75071: Tetradecanoic acid
78
43 g1 "' 17,60 17.80 18.00 18.20
5000 129 m/z 57.10 58.74%
29 185 228
115
01 14317171
o ) 1 T H\ b e t,}?7,,,,,L,{9??}? ,y,, S
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid T R AN A
43 oo B 17.60 17.80 18.00 18.20
m/z 55.00 58.55%
129
01 S B B e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.13 3.66 ng 222367 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Glucitol, 6-0-nonyl- 308 C15H3206 132696-05-0 35
Abundance Scan 2745 (19.133 min): BM019967.D (-2741) (-) m/z 73.00 100.00%
18.80 19.00 19.20 19.40
(o} m/z 43.00 74 .11%
m/z--> 50 100 150 200 250 300
Abundance #108841: Octadecanoic acid
48
73
5000 R R TR SRR B
129 mmmmmmmm '
97 185 a1 284 m/z 59.95 72 .83%
o 18 o 157 I (213 | 267
m/z--> 50 100 1%0 260 2%0 360 '
Abundance #83686: Pentadecanoic acid
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.10 68.44Y%
k\l H 199 242
157
o) |2| ‘I\Illl ‘ J‘H MIH\ h‘l n\ I{ ! ‘18¢ { 225 ‘\ T
m/z--> 50 100 150 200 250 300
Abundance #75071: Tetradecanoic acid L B
73 18.80 19.00 19.20 19.40
43 m/z 41.00 58.16%
5000 129
185 228
I o
o 28 Ml onee®e | o | R
m/z--> 50 100 150 200 250 300 18. 80 19. 00 19. 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Bromoacetic acid, hexadecyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.86 4.52 ng 274321 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Cvclotetradecane 196 C14H28 000295-17-0 89
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 81
Abundance Scan 3039 (20.862 min): BM019967.D (-3034) (-) m/z 83.10 100.00%
55
5000
HRL R PN SUN S
139 168 193 281 20.60 20.80 21.00 21.20
o 214 252 325 355 401 429 77 69.00 o1 450
m/z--> 50 100 150 200 250 300 350 400
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000 HRL R PN SUNI B
20.60 20.80 21.00 21.20
123 m/z 97.10 83.68%
0 '4f"'Jl'*'w""l""l""l"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69 HRL LR PN SUNI S
97 20.60 20.80 21.00 21.20
5000 m/z 55.10 78 .95%
f21
153 224 250
b e a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- LI L L BRI B
57 20.60 20.80 21.00 21.20
83 m/z 57.05 75.59%
5000
29 111
o J I} 1 1339 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .64 2.73 ng 187137 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 89
2 Heptacosane 380 C27H56 000593-49-7 83
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 3341 (22.639 min): BM019967.D (-3338) (-) m/z 57.05 100.00%
57
85
5000
J i113141 177 209 239267293 326 356 403431 489 Iléééd éééo‘éééd ééddl
O L i ma LA B m/z 71.05 91 .50%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #64571: Pentadecane
57
5000 U B SRR SR B
85 22.40 22.60 22.80 23.00
29 m/z 85.10 66.80%
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #151556: Heptacosane
57
" 22.40 22.60 22.80 23.00
5000 m/z 43.10 48.72%
85
o ?? 113141169197 225 253281 323351 380
miz--> 0 §o 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #45563: Dodecane, 2-methyl- R EEEES
57 22.40 22.60 22.80 23.00
m/z 69.10 26.71%
85
5000
29 141
113 | 169
0"'kl'”'IHH'W'E"I”"I"”I""P"'I”"I"”I U BRI SRR SR B
miz--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019967.D

Aca On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.18 3.29 ng 225747 Perylene-d12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Eilcosane 282 C20H42 000112-95-8 83
3 Heptacosane 380 C27H56 000593-49-7 62
4 Nonane. 1l-iodo- 254 C9H191 004282-42-2 58
5 Heneicosane 296 C21H44 000629-94-7 52

Abundance Scan 3433 (23.180 min): BM019967.D (-3430) (-) m/z 57.10 100.00%

57
85
5000

22.80 23.00 23.20 23.40

113
LI 69 197 205 255282 3p5 asm385 430 a7

bt g S S R e m/z 71.10 95.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
57
5000 85 AR UNAESUNAB SRR
22.80 23.00 23.20 23.40

29 m/z 85.10 61.07%

. M3 141 169 197 295 254
e e T e SRR R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57
S Al
85 22.80 23.00 23.20 23.40
5000 m/z 43.05 56.95%
29‘ J 113 1,
SR OO Wrur ok koo k. N—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane e EARRs RS
57 22.80 23.00 23.20 23.40
m/z 69.00 28.53%
5000
85
29
ol | | [H3141 160 197 225 253 281 323 351 330
T T P T T e e e e e e R i o o O
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019967.D

Acq On : 18 Apr 2019 23:22

Operator : JU/SJ

Sample : K2461-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .86 4.86 7.5 ng 212860 1 7.51 568322 20.0
unknown? .05 7.05 76.7 ng 2178700 1 7.51 568322 20.0
Benzene, 4-ethyl-_._. 8.59 4.0 ng 113801 1 7.51 568322 20.0
unknown9 .00 9.00 8.3 ng 263411 2 10.29 630697 20.0
Benzene, 1,2,3,4-_.. 9.11 2.5 ng 80405 2 10.29 630697 20.0
Benzene, 1l-methyl... 9.69 2.7 ng 85079 2 10.29 630697 20.0
Phenol, p-tert-bu... 11.65 2.6 ng 82507 2 10.29 630697 20.0
2(3H)-Benzothiazo... 15.96 2.1 ng 101418 4 16.94 976392 20.0
Benzenesulfonamid... 16.25 3.5 ng 170255 4 16.94 976392 20.0
n-Hexadecanoic acid 17.83 8.8 ng 427146 4 16.94 976392 20.0
Octadecanoic acid 19.13 3.7 ng 222367 5 21.16 1215120 20.0
Bromoacetic acid,... 20.86 4.5 ng 274321 5 21.16 1215120 20.0
Pentadecane 22.64 2.7 ng 187137 6 23.35 1370790 20.0
Octadecane 23.18 3.3 ng 225747 6 23.35 1370790 20.0
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